AD~- A283  338  n  pme 


,fonR  Apfitwtd 
0MB  No.  070i.4>tBB 


tom  90 


3Sfe»Saaa5^?®^ 


11.  Afioicv  use  oia.v  I 


1 4.  T1TU  AND  SU8TITU 


2.  REPORT  DATE 

10  June  1994 


a.  ltEP0RT  TYPE  AfiO  OATES  COVERED 

Final  IS  Dec  90- IS  Feb  94 
i  s.  PUNOWG  NUMBERS  "" 


Large  Signal  Time  Dependent  Quantum  Mechanical 
Transport  in  Quantum  Phase  Based  Devices 


F49620-91-C-0016 


IS.  AUTHOiUS) 


Harold  L.  Grubin 


7.  PERFORMING  ORGANIZATION  NAME(S}  AND  AOOR 

Scientific  Research  Associates,  Inc. 
SONyeRd.,P.O.  Box  10S8 
Glastonbury,  CT  06033 


8.  PERFORMING  ORGANIZATION 
REPORT  NUMBER 

94  0453 

R9133-F 


9.  SPONSORING/MONITOmG  AGENCY  NAM^S)  AND  ADDRESS 

Air  Force  Office  of  Scientific  Research  ^ 
Building  410  ^ 

Bolling  AFB,  DC  20332-6448  ^ 

11.  SUPPLEMENTARY  NOTES  ^ 


euECTeJ 

10^99 


110.  SPONSORMG/MONITORINE 
AGENCY  REPORT  NUBMER 


riZirotSTIUBUTION/AVARABRITY  STATEMENT 


I  IZb.  DISTRIBUTION  CODE 


Approved  for  public  release  S 
distribution  unlimited. 


1 13.  ABSTRACT  (Maxlmvm200¥fOfdt) 


This  document  summarizes  studies  performed  under  AFOSR  Contract:  F49620-91-C- 
0016.  In  this  study  equilibrium  and  nonequilibrium  electron  and  hole  transport  in  quantum  scale 
structures  were  studied  via  solutions  to  the  quantum  Liouville  equation  in  ^e  coordinate 
representation  The  coordinate  representation  density  matrix  solutions  are  the  first  to  provide  the 
quantum  distribution  function  for  electrons  and  holes  in  nanoscale  de\dces  coupled  to  model 
dependent  dissipation.  Illustrations  of  the  use  of  the  algorithm  for  quantum  and  classical  devices 
are  presented.  A  discussion  of  the  quantum  hydrodynamic  equations  is  included  because  of  its 
importance  in  studying  dissipation.  A  summary  of  the  transietn  studies  and  the  initiation  of  two- 
dimensional  studies  is  also  discussed.  A  considerable  number  of  publications  have  em^ged  fi'om 
this  study,  all  of  which  are  included  in  this  document. 


14.  SUBJECT  TERMS  ^  ... 

Quantum  Transport  Liouville  Equation 
Resonant  Tunnelling  Dissipation 
Density  Matrix  Transient 

17.  SECURITY  CLASSIFICATION  118.  SECURITY  CLASSIFICATION 
OF  REPORT  ,  .^1  OF  THIS, PAGE.  , 

Unclassifiel  Unclassified 


19.  SECURITY  CLASSIFICATION 
OF  ABSTR/^ 

Unclassified 


15.  NUMBER  OF  PAGES 

60 

16.  PRICE  CODE 


[207 UMITATION  OF  ABSTRACT  | 


NSN  7S4Q.01-280-S500 


1 


^■n-  94  04  53. 


Awrovea  forpubllc  reloaast 
ilsti'lLuLlon  imiiaited. 


Scientific  Research  Associates,  Inc. 


SO  Nye  Road,  P.O.  Box  1058  Glastonbury,  Connecticut  06033-6058 

Tel:  (203)659-0333  Fax:  (203)633-0676 


REPRINTS 

STUDYING  LARGE  SIGNAL  TIME  DEPENDENT 
QUANTUM  MECHANICAL  TRANSPORT  IN 
QUANTUM  PHASE  BASED  DEVICES 


Contact  F49620-91-C-0016 


Submitted  to 

Air  Force  Odice  of  Scientiflc  Research 
Bolling  Air  Force  Base 
Washington,  DC  20332-6448 


June  1994 


94-25705  A 

mnniBiniiiii 


Approved  for  Public  Release; 
Distribution  Unlimited 


94  8  15  070 


January  23,  1994 


Modeling  of  Quantum  Transport  in 
Semiconductor  Devices 

David  K.  Ferry 

Center  for  Solid  State  Electronics 
Arizona  State  University 
Tempe,  AZ  85287-6206 

Harold  L.  Grubin 
Scientific  Research  Associates 
P.  O.  Box  1058 
Glastonbury,  CT  06033 


Abstract 

The  evolutionary  decrease  in  the  size  of  an  individual  semiconducto  de¬ 
vice  continues  with  no  apparent  end  of  the  process  in  sight.  As  a  conse¬ 
quence,  it  is  quite  likely  that  critical  dimensions  will  soon  be  comparable 
to  quantum  coherence  lengths  for  the  particles  involved  in  the  transport 
within  the  device.  Generally,  quantum  transport  differs  from  semi-classical 
transport  in  the  utilization  of  a  quantum  kinetic  equation  (as  opposed  to 
the  Boltzmann  transport  equation).  These  quantum  kinetic  equations  can 
be  developed  for  the  density  matrix,  the  Wigner  distribution  function,  and 
real-time  Green’s  functions,  as  well  as  for  many  reduced  approximations  to 
these  quantities.  In  this  review,  we  study  how  these  various  approaches  are 
connected  as  well  as  how  they  offer  different  views  into  the  quantum  behavior 
within  devices.  Considerable  attention  is  given  to  tunneling  heterostructures 
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and  the  resonant-tunneling  diode,  as  well  as  to  the  quantum  dot  structure, 
which  is  the  single-electron  limit  of  latter  device.  An  attempt  is  made  to  also 
identify  those  areas  which  warrant  further  investigation  as  well  as  to  review 
what  has  been  accomplished  in  the  field. 
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I.  Introduction 

Since  the  introduction  of  integrated  circuits,  the  number  of  individual 
transistors  on  a  single  chip  has  doubled  approximately  every  three  years. 
Today,  we  2«‘e  looking  at  multi-megabit  dynamic  random  access  memories 
(the  16  Mb  is  on  the  market,  the  64  Mb  is  in  preproduction  and  commercial 
sales  are  expected  in  1995,  and  the  256  Mb  has  already  appeared  in  research 
versions).  Comparable  densities  of  transistors,  our  prototypical  semiconduc¬ 
tor  device,  are  achieved  in  dense  signal-processing  chips,  and  microprocessors 
are  only  slightly  less  dense.  The  annual  progression  of  the  increase  of  device 
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density  has  followed  a  well-developed  set  of  scaling  laws  for  at  least  the  last 
two  decades,^ and  there  is  no  indication  of  any  deviation  from  this  scaled 
progression  for  the  next  decade  or  so.  At  the  rate  of  progress  of  dynamic 
memory,  we  can  expect  to  reach  chip  densities  of  10^  devices  by  2001.  By  the 
year  2020,  we  may  well  have  memory  chips  with  a  density  of  1  terabit,  provid¬ 
ing  a  number  of  interconnection  and  architectural  problenos  can  be  overcome. 
Terabit  memory  chips  imply  a  quite  small  transistor,  and  in  fact,  the  scal¬ 
ing  rules  mentioned  above  imply  a  certain  reduction  of  design  rule  (which  is 
reflected  in  gate  length  and  metal  line  width).  The  reduction  commensurate 
with  the  present  growth  of  integration  density  is  approximately  a  factor  of 
1.4  in  gate  length  for  each  new  device  generation  (which  produces  only  an 
increase  of  2x  in  density,  the  remainder  coming  from  circuit  enhancements 
and  larger  chip  size).  This  means  that  we  will  be  using  0.1  —  0.15  /im  design 
rules  for  the  4  Gb  chips  around  2005.  If  we  continue  this  extrapolation,  cur¬ 
rent  technology  will  dictate  reduction  to  30  nm  design  rules,  and  a  cell  size 
below  10^  nm*,  for  the  1  terabit  memory. 

Whether  or  not  the  above  scaling  rules  continue  to  hold,  it  appears  that  we 
will  eventually  see  devices  with  gate  lengths  of  50  nm  and  below  as  part  of  real 
integrated  circuits.  An  electron  traveling  at  the  saturated  velocity  (of  most 
semiconductors)  will  traverse  this  length  in  about  0.5  ps,  or  approximately 
the  time  duration  of  the  transient  response  of  an  electron  to  an  instanteously 
applied  electric  field  of  50  kV/cm.  Moreover,  the  inelastic  mean  free  path  (the 
distance  over  which  the  carriers  travel  between  energy  dissipating  scattering 
processes,  or  over  which  they  lose  quantum  mechanical  phase  information) 
is  about  0.1  fim  (slightly  smaller  in  Si).  This  is  greater  thzm  the  gate  length 
expected  in  these  small  devices.  Thus,  it  is  expected  that  quantum  effects 
will  become  quite  significant  in  the  operation  of  such  devices. 

While  very  few  laboratories  have  made  research  devices  on  a  0.1  fim 
scale,  there  is  evidence  from  ultra-submicron  devices  that  have  been  made 
that  quantum  effects  will  be  important.  Silicon  MOSFETs  (metal-oxide- 
semiconductor  field-effect  transistors)  have  been  made  with  gate  lengths  as 
short  as  60-70  nm.*’^  GaAs  Schottky-gate  FETs  with  gates  as  short  as  30 
nm^~*  and  high-electron  mobility  transistors  with  gate  lengths  as  short  as 
20  nm*’®  have  been  made.  In  the  shortest  of  these  research  devices,  there  is 
clear  evidence  that  tunneling,  a  quantum  mechanical  effect,  through  the  gate 
depletion  barrier  is  the  dominant  contributor  to  the  current  control,  which 
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much  reduces  the  gate  control  of  the  current.*® 

The  transport  of  carriers  in  semiconductor  devices  has  long  been  a  subject 
of  much  interest,  not  only  for  material  evaluation,  but  also  in  the  realm  of 
device  modeling  and,  more  importantly,  as  an  illuminating  tool  for  delving 
into  the  physics  governing  the  inter2M:tion  of  electrons  (and/or  holes)  with 
their  environment.**  Moreover,  the  careful  modeling  of  transport  and  inter¬ 
actions  in  devices  allows  one  to  push  the  technology  to  ever  snraller  devices 
successfully,  accounting  for  new  effects  arising  from  the  smaller  sizes.^ 

FVom  the  above  discussion,  it  appears  that  more  detailed  modeling  of 
quantum  contributions  needs  to  be  included  in  device  modeling  for  future 
ultra-small  devices.*^  These  quanttim  effects  appeatr  in  many  guises:  a)  mod¬ 
ification  of  the  statistical  thermodynamics  within  the  device  (and  in  its  con¬ 
nection  to  the  external  world),  b)  introduction  of  new  length  scales,  c)  bal¬ 
listic  transp(Kt  and  quantum  interference,  and  d)  new  fluctuations  affecting 
device  performance.  Many  of  these  effects  already  have  been  studied,  either 
in  models  of  lUtra-submicron  devices  or  in  mau:roscopic  devices  at  low  tem¬ 
peratures  (which,  more  appropriately,  may  be  referred  to  as  structures^  since 
they  naay  well  not  be  true  devices  in  the  normal  sense).  In  this  review,  we 
first  will  try  to  emphasize  the  nature  of  these  differences  and  some  of  the 
new  effects  amd  review  what  is  known  about  them.  Then,  we  will  try  to 
put  the  approaches  to  quantum  transport  for  devices  into  context  with  each 
other.  Finally,  we  will  review  the  mauiner  in  which  eau:h  aq>proach  hais  been 
used  to  model  several  prototypical  quantum  devices.  We  will  not  review  the 
entire  field  of  mesoscopic  devices,  which  have  been  studied  extensively  at  low 
temperatures,  ais  these  have  been  the  subject  of  several  excellent  reviews  in 
recent  years.*®"*® 

1.  Quantization  in  Devices 

Today,  for  the  greater  part  of  device  and  circuit  design,  relatively  simple 
device  and  circuit  models,  equivalent  circuits  as  it  were,  are  used.*®  This  type 
of  approach  has  beoi  integrated  into  VLSI  design  codes,  and  into  microwave 
use  for  discrete  systems  as  well.  In  both  cases,  the  results  have  been  quite 
good  for  today’s  devices.  These  equivalent  circuit  models  are  based  largely 
upon  quite  simplified  transport  analysis  for  the  carriers  within  the  device. 
Nevertheless,  many  more  quite  sophisticated  models  of  transport,  universally 
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based  upon  the  Boltzmann  equation,*^  are  used  to  evaluate  devices  in  the  sub¬ 
micron  and  ultra-submicron  regime.*^  The  observations  of  velocity  overshoot, 
in  which  the  transient  dynamic  response  of  the  carriers  becomes  important 
in  the  device  performance,  has  been  a  primary  driver  for  using  the  more 
complicated,  and  more  physically  correct,  transport  models. 

In  detailed  modeling  of  semiconductor  devices,  one  normally  couples  a 
more-or-less  detailed  transport  model  with  a  solution  of  the  Poisson’s  equa¬ 
tion  for  the  spedfic  structure  being  modeled.**  Quantization  can  appear  in 
either  of  these  two  basic  parts  of  the  device  model.  It  has  been  known  for 
a  great  many  years  that  carriers  in  the  inversion  layer  of  a  Si  MOSFET  are 
confined  by  the  barrier  between  the  semiconductor-oxide  interface  on  one 
side  and  the  band  bending  of  the  conduction  band  on  the  other  side.  Since 
the  average  thickness  of  the  inversion  layer  is  comparable  to  the  de  Broglie 
wavelength  of  the  electrons,  this  confinement  is  sufficient  to  produce  quan¬ 
tization  in  the  direction  normal  to  the  oxide-semiconductor  interface.**  By 
constraining  the  motion  normal  to  this  interface,  the  carrier  motion  is  now 
allowed  only  in  the  two  directions  parallel  to  the  interface,  and  a  quasi-two- 
dimensional  electron  (or  hole)  gas  is  formed.  In  the  case  of  Si,  the  six-fold 
degenerate  valleys  of  the  conduction  band  are  split,  with  the  two  valleys 
having  the  heavy  longitudinal  mass  normal  to  the  interface  lying  lower  in  en¬ 
ergy  than  the  remaining  four  valleys  having  the  light  transverse  mass  normal 
to  the  interface.  This  quantization  is  important  in  determining  the  num¬ 
ber  of  carriers  in  the  inversion  layer,  and  appears  as  an  extra  contribution 
to  the  gate  capacitance — the  peak  of  the  wave  function  lies  away  from  the 
interface,  near  the  center  of  the  quantum  well  formed  by  the  barriers  on  ei¬ 
ther  side,  which  is  different  from  the  classical  case  where  the  density  peaks 
at  the  oxide-semiconductor  interface.  This  quantization  is  also  seen  in  the 
high-electron  mobility  transistor,  or  HEMT,^~*^  and  is  also  important  for 
transport  in  quantum  wells,^*  and  for  the  detailed  screening  of  the  carri¬ 
ers  in  these  structures.^  Consequently,  quite  complicated  simulation  codes 
have  been  developed  to  accurately  determine  the  wave  functions  and  charge 
density  self-consistently  in  the  quantized  inversion  layer.*^**® 

The  transport  of  the  carriers  along  the  channel  in  the  above-mentioned  de¬ 
vices  is  still  usually  treated  by  semi-classical  techniques — primarily  through 
studies  based  upon  the  Boltzmann  transport  equation.  In  these  approaches, 
cl2issical  transport  physics  is  used  with  the  scattering  processes  calculated 
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from  quantum  mechanical  approaches,  usually  no  more  complicated  than  the 
Fermi  golden  rule.**  However,  the  onset  of  quauitum  mechanical  problems  in 
transport  has  been  the  subject  of  considerable  discussion.*^  In  generaJ,  the 
semi-classical  approach  assumes  that  the  scattering  processes  are  perturba¬ 
tions  distinct  from  those  of  the  driving  fields,  that  the  scattering  occurs 
instanteously  in  both  space  and  time,  and  that  potential  and  density  gradi¬ 
ents  are  slow  on  the  scale  of  the  de  Broglie  wavelength  of  the  carriers.^  In 
future  ultra-submicron  semiconductor  devices,  all  of  these  assumptions  can 
be  expected  to  be  violated.  Some  work  has  already  appeared  concerning  the 
interaction  of  the  driving  fields  and  the  scattering  processes,  an  effect  known 
as  the  intra-collisional  field  effect  (ICFE).^~^  The  problem  of  the  rapid 
spatial  variation  of  the  potential  is  of  course  what  leads  to  the  quantization 
effects  in  the  first  place,^  and  the  multiple  interactions  this  causes  is  the 
major  problem  to  be  addressed  in  this  review.  The  transition  between  semi- 
classical  dynamics  and  quantum  dynamics  is  one  that  remains  in  question  in 
basic  quantum  theory,^  but  quantum  transport  has  been  discussed  for  some 
time.  One  aspect  of  this  is  that  the  basic  equations  are  Markovian  in  nature, 
but  under  the  conditions  in  which  a  one-electron  distribution  function  is  used, 
these  can  become  non-Markovian  in  nature  due  to  memory  effects  introduced 
by  the  scattering.  Under  strong  fields  and  scattering,  a  new  non-perturbative 
basis  of  electron  states,  rather  than  a  simple  perturbation  of  the  Boltzmann 
equation,  needs  to  be  used.®^  To  be  sure,  this  problem — the  steady-state  of 
the  far-from-equilibrium  system  under  high  fields — ^is  not  new,  and  appears 
equally  as  well  in  the  semi-classical  transport  problem.  The  first  to  suggest 
this  new  dissipative  steady-state  was  different  was  Landauer.®*  It  was  pur¬ 
sued  extensively  by  the  Brussels  group, ^  but  the  major  point  above  is  that 
the  transition  from  semi-classical  to  quantum  dynamics  is  also  not  a  simple 
perturbative  process.  It  is  these  major  differences  that  create  much  of  the 
problem  in  trying  to  develop  quantum  mechanical  treatments  of  the  transport 
for  strongly  non-rquilibrium  systems  such  as  occur  in  semiconductor  devices. 

2.  The  Differences  from  Boltzmann  Transport 

The  basic  transport  equation  for  studying  carrier  behavior  in  semi-classical 
models  of  semiconductor  devices  has  been  the  Boltzmann  transport  equation: 


8 


^  +  vM+eF-^  =  -£  (5(p.  p')/(p')  -  S(p'.  p)/(p))  (1) 

where  p  =  mv  is  the  momentum,  &nd  r  is  the  position.  Here,  it  is  as¬ 
sumed  that  the  momentum  is  related  to  the  energy  of  the  particles  by  a  well- 
defined  single-electron  band  structure;  e.g.,  the  spectral  density  is  defined  by 
A{E,  p)  =  6{E  —  p^/2m)  (the  spectral  density  is  related  to  the  dispersion 
relation  between  energy  and  momentum;  integration  over  the  vector  momen¬ 
tum  produces  the  density  of  states).  Moreover,  it  is  also  2issumed  that  the 
effect  of  the  potential  arises  solely  from  the  value  of  the  first  derivative,  the 
field  F  in  (1).  Finally,  it  is  assumed  that  the  distribution  function  /(p,t) 
varies  slowly  on  the  temporal  scale  of  the  relaxation  processes,  in  that  it  is 
the  local  distribution  at  time  t  that  appears  in  (1)  and  not  some  retarded 
value  of  the  distribution  (which  one  would  assume  would  be  the  distribution 
at  the  time  the  appropriate  free  path  began).  There  are  then  two  approaches 
to  solving  this  equation  to  obtain  transport  coefficients: 

•  It  is  assiuned  that  the  variation  of  the  distribution  from  the  equilib¬ 
rium  Maxwell-Boltzmann  one  (nondegenerate  statistics  are  assumed) 
is  small,  and  the  value  of  /  in  the  derivatives  is  replaced  by  the  equilib¬ 
rium  v|due.  This  leads  to  what  is  usuzdly  referred  to  as  the  relaxation- 
time  approximation. 

•  For  complicated,  anisotropic  scattering  processes,  or  for  high-field  trans¬ 
port,  the  above  approximation  fails,  and  one  must  actually  solve  for  the 
distribution  function.  This,  in  fact,  is  the  major  problem  in  hot  carrier 
transport. 

In  the  case  of  quantum  transjwrt,  each  of  the  above  assumptions  fails.  In 
particular,  the  spectral  density  is  no  longer  a  simple  delta  function,  and  one 
must  find  its  form  in  the  interacting  system  of  many  electrons  with  scattering 
by  impurities,  phonons,  and  other  electrons.  At  low  temperatures,  and  near 
equilibrium,  the  spectral  function  is  usufilly  found  to  be  a  Lorentzian,  in 
which  broadening  exists  around  the  value  specified  for  the  energy-momentum 
relation  of  the  semi-classical  model.  In  addition,  the  potential  leads  to  non¬ 
local  behavior,  in  which  the  last  term  on  the  left-hand  side  of  (1)  includes 
an  entire  heirachy  of  derivatives,  such  as  originally  introduced  by  Wigner.^ 
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Finally,  the  collisions  are  no  longer  localized  in  space  and  time,  so  that  the 
collision  integral  on  the  right-hand  side  of  (1)  becomes  a  non-Markovian 
retardation  integral.  This  leads  to  a  modified  heirarchy  of  solutions  for  the 
quantum  distribution  function: 

•  The  spectral  function  must  first  be  determined  in  the  inter2icting  sys¬ 
tem. 

•  For  near-equilibrium  systems,  or  at  low  temperatures,  it  may  be  as¬ 
sumed  that  the  quantum  distribution  is  given  by  small  deviations  from 
the  equilibrium  Fermi-Dirac  distribution. 

•  For  complicated,  anisotropic  scattering  processes,  or  for  high-field  and 
strongly  non-equilibrium  transport,  the  above  approximation  fails,  and 
one  must  actually  solve  for  the  distribution  function. 

To  be  sure,  in  some  approaches  this  sequence  is  finessed  by  using  single¬ 
time  functions,  such  as  the  density  matrix  and  the  Wigner  distribution  func¬ 
tion,  which  essentially  integrate  out  the  spectral  function,  but  retain  the 
full  spatially  non-local  nature  of  the  potential  interactions  that  lead  to  the 
heirarchy  of  derivatives  appearing  in  the  transport  equation  which  replaces 
(1).  We  will  illustrate  this  further  below.  Nevertheless,  the  transport  prob¬ 
lem,  as  in  the  semi-classical  case,  remains  a  b2dance  between  the  driving 
forces,  primarily'the  potential,  and  the  relaxation  forces  represented  in  the 
collision  integral.^^ 

In  the  quantum  mechanical  case,  there  has  been  2in  argument  for  some 
time  over  whether  or  not  the  application  of  an  electric  field  to  a  crystal 
would  destroy  the  bulk  band  structure  and  create  a  Stark  ladder  of  discrete 
states.^^  In  fact,  it  is  known  that  this  does  not  occur  in  bulk  crystals,  where 
the  use  of  the  electric  field  creates  a  Frainz- Keldysh  shift  of  the  bands,  which 
is  quite  useful  in  modulated  electroreflectance  to  study  the  baind  structure.'*^ 
Some  Stcurk  ladder  effects  are  seen  in  well  correlated  superlattice  structures 
under  optical  illumination,  but,  in  general,  the  effects  are  washed  out  in  bulk 
materials  by  the  scattering  processes  found  there. 

A.  Statistical  Thermodynamics  and  Quantum  Potentials 

As  we  discussed  above,  the  potential  in  quantum  systems  creates  actions 
that  aire  nonlocal  to  the  actual  potential,  i.e.,  they  can  occur  some  distance 
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from  the  potential.  Let  us  consider  how  this  nonlocality  arises.  Consider  a 
simple  potential  energy  barrier  (Fig.  1)  V{x)  =  cViu(— x),  where  u(x)  is  the 
Heavyside  step  function.  We  assume  that  a  non-zero  density  exists  in  the 
region  x  >  0,  and  the  question  is  how  the  density  varies  near  the  barrier, 
a  quite  typical  problem  in  introductory  quantum  mechanics  and  in  devices. 
Here,  however,  the  problem  refers  in  general  to  a  statistical  mixed  state, 
rather  than  to  a  single  quantum  state.  In  classical  mechanics  (in  the  absence 
of  any  self-consistent  Poisson  equation  solutions  to  find  a  new,  self-consistent 
potential),  the  density  varies  as  exp(— j9V),  where  is  the  inverse  electron 
temperature  (=  l/fcflT),  and  for  this  case  is  uniform  and  constant 
the  barrier,  dropping  abruptly  to  zero  in  the  half-space  x  <  0.  Ip-<uantum 
mechanics,  however,  the  wave  function  is  continuous,  and  ^rjJmy  member 
of  the  statistical  ensemble  must  be  small  at  the  interface  (vanishingly  small 
for  the  case  Vo  — »  oo).  This  then  leads  to  a  different  behavior  on  the  part  of 
the  density.  In  Fig.  1,  we  show  the  Wigner  distribution  function  (which,  for 
the  moment,  can  be  thought  of  as  the  quantum  statistical  mechanical  analog 
of  the  classical  phase-space  distribution)  for  this  situation.  The  parameters 
here  are  appropriate  to  bulk  GaAs,  with  n  —  2x  10^^  cm“®.^  We  note  that, 
far  from  the  barrier,  the  distribution  approaches  the  classical  Maxwellian 
form,  but  near  the  barrier,  the  distribution  differs  greatly  from  the  uniform 
classical  case.  The  repulsion  of  density  from  the  barrier  is  required  by  the 
vanishing  of  Hie  wave  function  at  the  barrier,  but  the  first  peak  in  the  wave 
function  away  from  the  barrier  occurs  closer  to  the  barrier  for  higher  momen¬ 
tum  states.  This  leads  to  much  of  the  complication  evident  in  the  figure,  and 
to  a  momentum-dependent  positional  correction  to  the  density  away  from 
the  potential  barrier.  The  density  peak  away  from  the  barrier  is  governed 
by  physics  similar  to  the  peak  in  density  away  from  the  semiconductor-oxide 
interface  in  a  MOSFET,  and  assures  that  net  charge  neutrality  is  maintained 
(which  means  that  Poisson’s  equation  is  included  in  the  solution).  The  devi¬ 
ation  in  the  density  occurs  over  several  thermal  de  broglie  wavelengths  (eval¬ 
uated  with  the  thermal  momentum)  \d  —  f^rnksT.  This  suggests  that 
nonlocal  deviations  from  classical  results  can  be  expected  to  occur  in  most 
semiconductor  devices  over  a  range  of  20-40  nm  even  at  room  temperature! 

It  is  clear  that  the  density  no  longer  varies  simply  as  exp(— ^V),  and 
that  modifications  to  the  statistical  mechanics  need  to  be  made.  The  devel¬ 
opment  of  quantum  corrections  to  statistical  thermodynamics,  especially  in 
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equilibrium,  has  a  rich  and  relatively  old  history.  Unfortunately,  there  is  no 
consensus  as  to  the  form  of  the  correction  to  this  simple  exponential  behavior. 
If  we  could  find  such  a  correction,  it  could  be  utilized  in  the  semi-classical 
hydrodynamic  equations  developed  from  moments  of  more  basic  transport 
equations  such  as  (1). 

One  of  the  original  efforts  to  obtain  quantum  corrections  to  classical  dis¬ 
tribution  functions  was  done  by  Wigner,  in  introducing  the  Wigner  distribu¬ 
tion  function.^°  In  this  regard,  it  can  be  considered  as  an  attempt  to  find  an 
additional  term  that  can  be  added  to  the  classical  potential  to  produce  the 
desired  results.  The  Wigner  potential  has  been  put  in  the  form^^ 


Uw  = 


d\lnn) 
8m  dx^ 


(2) 


This  represents  a  quantum  correction  to  the  mean  kinetic  energy  of  a  dis¬ 
tribution  of  particles.  Bohm**^  also  introduced  an  effective  potential,  in  his 
discussions.  For  a  distribution  of  particles,  in  the  single-electron  approxima¬ 
tion,  the  Bohm  potential  represents  a  non-electrostatic  force,  acting  upon  a 
particle  distribution  whose  value  is  determined  by  the  form  of  the  particle 
distribution.  In  a  sense,  this  potenial  is  determined  through  an  interaction  of 
the  particle  with  itself  quantum  mechanically.  The  Bohm  potential  is  given 
by 


r, _ 

^  2my/n  dx^ 


(3) 


These  two  differ  numerically  only  in  a  minor  way,  even  though  their  concep¬ 
tual  origins  are  quite  different. 

Feynman  and  Hibbs^  suggested  a  variational  approach  by  which  the  clas¬ 
sical  potential  would  be  weighted  by  a  Gaussian  spreading  function.  Later 
work  by  Feynman  and  Kleinert^®  extended  this  to  the  development  of  a  gen¬ 
eral  variational  form  for  the  effective  potential,  in  which  a  nonlocal  smoothing 
function  is  applied  to  the  actual  potential,  and  new  terms  arise  to  repres«it 
quantum  diffusion.  A  new  version,  based  upon  a  Green’s  function  solution  of 
the  effective  Bloch  equation  for  the  density  matrix  in  the  nonlocal  potential 
has  been  developed,  but  untried  in  actual  device  simulations.*®  This  will  be 
discussed  further  below. 
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It  must  be  emphasized  that  the  variation  of  the  wave  functions,  or  the  con¬ 
sequent  quantum  distribution  functions,  away  from  confining  barriers  leads 
to  quantization  within  a  small  system.  This  quantization  is  the  over-riding 
property  of  small  systems,  such  as  quantum  wires  and  quantum  boxes.^^  In 
some  cases,  the  narrow  minibands  that  result  from  this  quantization  have 
been  suggested  as  a  method  of  cutting  down  on  phonon  scattering,  by  insur¬ 
ing  that  the  width  of  a  miniband  is  small  compared  to  the  optical  phonon 
energy,  while  the  spacing  of  the  minibands  is  larger  than  this  energy.^^  Most 
devices,  however,  are  (erroneously)  thought  to  be  unconstrauned  in  the  di¬ 
rection  to/from  the  contacts  (or  the  reservoirs,  as  they  will  often  be  called 
below),  so  that  these  effects  are  not  likely  to  be  observed  in  most  realistic 
devices.  In  fact,  determining  the  contact  effects  in  these  ’’open”  systems  will 
be  quite  complicated,  a  point  to  which  we  return  below. 

B.  Phase  Interference 

While  ctirrent  devices  have  gate  lengths  in  the  0.25-0.7  /xm  range,  at 
least  for  production  devices  (the  shorter  ones  are  GaAs  microwave  devices), 
future  devices  will  reach  far  smaller  sizes.  It  is  conceivable  that  the  gate 
length  will  then  be  comparable  to  those  in  which  quantum  effects  are  studied. 
The  relevant  quantity  for  discussion  of  quantum  interference  effects  is  the 
phase  change  of  the  carrier  as  it  moves  through  the  semiconductor  device. 
Interference  between  differing  electron  waves,  or  differing  electrons  on  their 
individual  trajectories,  can  occur  over  distances  on  the  order  of  the  coherence 
length  of  the  carrier  wave,  and  this  latter  distance  is  generally  taken  to 
be  the  inelastic  mean  free  path,  or  phase  breaking  length.  Ballistic,  and 
therefore  coherent  and  unscattered,  transport  has  been  observed  through 
the  base  region  of  a  GaAs/AlGaAs  hot  electron  transistor.*^  FVom  this,  it 
is  estimated  that  the  inelastic  mean  free  path  for  electrons  in  GaAs  may  be 
as  much  as  0.12  /xm  at  room  temperature.  The  phase-brezdcing  length,  or 
inelastic  mean  free  path,  is  of  the  order  of  (and  usually  equal  to)  the  energy 
relaxation  length  =  vr^,  where  is  the  energy  relaxation  time  and  v  is 
a  characteristic  velocity.  This  tells  us  that  even  in  Si  the  electron  inelastic 
mean  &ee  path  may  be  50-100  nm.  Thus,  the  inelastic  mean  free  path  can  be 
quite  long,  and  can  be  comparable  to  the  gate  length  in  these  devices.  Since 
the  phase  remains  coherent  over  the  range  of  the  correlation  function  of  the 
electrons  (in  space  or  time),  there  can  be  interference  effects  in  the  overall 
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conductance  of  the  device.  The  small  device  wll  then  reflect  the  intimate 
details  of  the  impurity  distribution  in  the  particular  device,  and  macroscopic 
variations  can  then  arise  from  one  device  to  another,  an  effect  well  known 
in  mesoscopic  devices,  where  it  leads  to  nonlinearities  and  fluctuations.^ 
The  basic  concepts  were  expressed  ratho^  early  by  Landauer,^^  in  which  the 
conductance  through  a  region  with  localized  scatterers  was  expressed  by  very 
sample  spedflc  properties,  known  as  the  Landauer  formula 

2e* 

G  =  (4) 

Here,  the  formula  is  expressed  for  one  dimension,  but  it  can  be  expanded 
to  more  dimensions  by  interpreting  T  as  the  total  transmission  of  all  modes 
(electrons)  through  the  region  of  interest.  In  this  formula,  the  potentials,  used 
to  calculate  the  conductance,  are  determined  at  the  reservoirs  (or  contacts). 
While  the  original  formula  was  obtained  for  noninteracting  electrons,  recent 
work  has  shown  that  a  similar,  but  more  complicated,  form  is  obtained  in 
the  interacting  el^ron  case.®® 

The  most  usual  study  of  the  sample  specific  variations  of  the  conductance 
with  gate  bias,  applied  bias,  or  magnetic  field,  all  of  which  provide  fluctu¬ 
ations  in  the  local  potential  in  the  inhomogeneous  sample  (and  all  samples 
are  inhomogeneous  in  this  phase  coherent  re^me),  has  dealt  with  universal 
conductance  fluctuations.^®  However,  it  is  also  possible  to  have  a  net  coherent 
backscattering  from  the  impurities,  without  losing  the  phase  coherence,  and 
this  leads  to  the  concept  of  weak  localization,  a  form  of  increased  resistance 
due  to  the  interactions.^®'®^  One  additional  dfect  which  has  been  suggested, 
but  not  studied  well,  is  the  fact  that  the  random  impurities  cause  a  significant 
deviation  in  the  current  density  from  the  uniform  (average)  value,  especially 
where  the  cross-section  of  a  single  scatt^er  exceeds  that  of  its  equivalent 
volume  of  background  semiconductor.  Then,  any  single  scatterer  is  likely  to 
affect  a  greater  current,  due  to  the  detour  of  current  lines  away  from  other 
scatterers.  This  can  lead  to  a  greater  effect  of  each  scatterer  and,  hence,  a 
larger  contribution  to  the  resistance  of  the  device.®® 

The  above  effect  re2u:hes  its  pinacle  in  the  presence  of  a  magnetic  field, 
which  can  be  coupled  through  the  two  phase  coherent  paths,  and  which  leads 
to  the  Aharonov-Bohm  effect.®®  The  effect  is  most  commonly  studied  in  metal 
loops,  coupled  to  a  pair  of  reservoirs.®®”*^  However,  anytime  two  mutually 
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uncorrelated  quantum  channels  are  connected  at  the  reservoirs,  one  must 
expect  that  there  will  be  flux  sensitive  fluctuations  of  the  conductance.®*"™ 
One  can  ask  the  question  as  to  whether  the  presence  of  inelastic  scattering  in 
one  or  both  arms  of  the  loop  will  cause  these  oscillations  to  be  damped,  and 
the  answer  is  generally  in  the  positive.  The  study  of  this  damping  effect  led  to 
the  general  development  of  the  multi-channel  version  of  (4).^^  Nevertheless, 
the  presence  of  many  channels  of  transport  through  the  active  gate  region  can 
be  expected  to  lead  to  relatively  large  fluctuations  in  the  overall  conductance, 
if  the  conditions  are  properly  attained. 

E)ach  of  these  effects  is  likely  to  begin  to  impact  devices,  as  the  size  is  re¬ 
duced,  even  at  room  temperature.  The  most  likely  is  universal  conductance 
fluctuations,  especially  in  the  turn-on  characteristics  of  the  device,  where  the 
conductance  is  low  and  the  impurities  are  being  charged/discharged.  Con¬ 
sider  a  small  device,  perhaps  with  a  gate  length  and  width  of  0.05  x  0.1  /tm, 
respectively.  If  the  number  of  carriers  in  the  inversion  channel  is  2  x  10^^ 
cm~^,  there  are  only  100  electrons  under  the  gate.  If  there  is  a  fluctuation  of 
a  single  impurity  (between  ionized  and  neutral),  one  might  expect  a  change 
of  conductance  of  order  1%  in  the  thermally  averaged  classical  regime.  The 
change  can  be  much  larger  if  the  carriers  axe  phase  coherent.  The  phase 
coherence™  and  the  charging  of  such  single  impurities  has  been  detected  at 
low  temperature  in  Si  MOSFBTs.™  It  is  clearly  established  now  that  the 
effect  can  be  much  larger  than  one  would  expect,  and  this  largeness  is  due 
to  the  quantum  interference  caused  by  the  change  in  trajectories  of  individ¬ 
ual  electrons.  The  conductance  change  in  the  phase  interference  process  can 
be  of  the  order  of  (4),  which  is  about  40  fiS.  If  our  device  were  to  exhibit 
outstanding  conductance  of  1000  mS/mm  (of  gate  width),  the  absolute  con¬ 
ductance  would  only  be  100  fiS,  so  that  the  fluctuation  could  be  of  the  order 
of  40%  of  the  absolute  conductance!  This  is  a  very  significant  fluctuation, 
and  arises  from  the  lack  of  ensemble  averaging  of  these  effects  in  the  phase 
coherent  transport  through  the  device.  It  may  well  be  a  limitation  in  the 
perform2uice  of  such  devices. 

In  fact,  our  0.1  /tm  gate  width  device  is  quite  nearly  a  device  formed  on 
a  quantum  wire,  since  the  width  is  also  comparable  to  the  inelastic  mean 
free  path  of  the  carriers.  Thus,  as  the  gate  potential  is  varied,  one  may 
well  expect  to  see  (even  at  room  temperature)  conductance  fluctuations  aris¬ 
ing  from  the  effects  discussed  above,  as  well  as  other  quantum  interference 
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effects  in  the  device.  These  conductance  fluctuations  J^>pear  as  noise,  but 
are  not  temporal  variations — they  arise  in  d.c.  measuremtents  and  are  quite 
repeatable.  Such  fluctuations,  and  their  effects  on  device  performance  and 
b^avior,  can  only  be  modeled  with  full  quantum  mechanical  transport,  and 
electrostatic,  models. 

3.  Open  Systems  and  Contacts 

The  implications  of  (4)  are  that  the  conductance  of  a  localized  tunneling 
(or  scattering)  barrier  can  be  calculated  from  its  transmissive  behavior  be¬ 
tween  two  reservoirs.^^  If  there  are  reservoirs  on  the  left  and  right-hand  sides 
of  the  transmissive  region,  which  may  be  considered  for  the  present  as  the 
device,  it  may  be  assumed  that  the  system  is  in  steady-state  thermodynamic 
equilibrium  deep  ..within  the  reservoirs.  The  device  resistance  is  then  com¬ 
posed  of  the  active  region  and  the  contacts,  which  connect  the  latter  to  the 
reservoirs.  In  a  quantum  mechanical  sense,  this  is  represented  by  the  incident 
and  out-going  wave  functions,  their  occupation  probabilities,  as  well  as  the 
multi-dimensional  transport  through  the  system,  and  the  induded  indastic 
processes.  Nevertheless,  it  is  still  possible,  in  prindple,  to  calculate  the  trans¬ 
missivity  between  the  inddent  wave  functions  and  output  wave  functions  in 
the  exit  reservoir.  Even  if  the  transmission  through  the  active  region  is  to¬ 
tally  elastic  (the  ballistic  transport  of  the  next  paragraph),  dissipation  and 
ultimately  irreversibility  occurs  through  relaxation  in  the  exit  reservoir  and 
the  contact  region  adjacent  to  it.  While  physics  normally  considers  dosed 
systems,  it  is  the  macroscopic  open  system  with  its  contacts,  and  reservoirs 
that  are  important  to  the  consideration  of  devioes.^^  Indeed,  simulations  of 
electron  wave  packet  transport  through  quantum  wires  are  sensitive  to  the 
details  of  the  treatment  of  the  reservoirs,^®  a  result  that  is  also  known  for 
studies  of  weak  localization  and  universal  conductance  fluctuations  in  meso¬ 
scopic  devices.^ 

This  becomes  more  important  in  devices,  as  the  problems  of  devices  in¬ 
trinsically  involve  open  systems.  As  illustrated  in  Fig.  2,  carriers  within 
the  device  are  interacting  with  a  reservoir  at  each  end.  The  electrons  or 
holes  in  these  reservoirs  have  been  characterized  as  either  satisfying  a  Boltz¬ 
mann  or  Fermi  distribution,  in  equilibrium,  or  as  a  displaced  distribution  in 
a  nonequilibrium  state  of  bizis.  Such  a  characterization  implies  that  a  local 
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equilibrium  exists  in  the  "contact”  and  is  fraught  with  ail  of  the  uncertainties 
associated  with  this  characterization.  It  will  be  quite  necessary  to  discover 
just  how  the  characterization  of  the  reservoirs,  or  contacts,  actually  impacts 
the  simulations  of  the  devices.  We  will  see  in  the  simulations  in  the  following 
sections,  that  the  boundaries  and  contacts  play  a  very  essential  role,  a  role 
that  is  well  known  in  the  semi-classical  world. 

A.  Ballistic  Transport 

The  idea  of  a  quantum  trajectory,  which  resembles  the  classical  phase 
space  trajectory,  dates  to  the  early  ideas  of  de  Broglie  and  his  pilot  waves. 
It  was  resurrected  by  Bohm^^  to  explain  considerable  detail  of  his  wave  ap¬ 
proach.  Nevertheless,  it  has  been  difficult  to  incorporate  these  trajectory 
ideas  within  quantum  mechanics,  since  the  probabilistic  interpretation  of  the 
wave  function  tends  toward  the  lack  of  a  well-defined  single  trajectory  for 
the  wave  packet.  This  is  reflected  in  the  summation  over  probabilistically 
weighted  trajectories  in  path  integrals.^  Nevertheless,  there  is  a  consistent 
interpretation  of  quantum  mechanics  using  trajectories  as  its  basis.^  This 
becomes  important  when  we  want  to  talk  about  ballistic  transport  of  carri¬ 
ers  firom  one  contact  reservoir  to  another.  If  the  distance  between  the  two 
reservoirs  is  less  than  the  elastic  mean  free  path,  then  carriers  injected  into 
the  active  r^on  from  one  reservoir  will  drift  imder  the  applied  fields  to  the 
other  reservoir.  It  is  not  convenient  to  think  about  this  motion  in  any  other 
manner  than  as  the  transport  of  the  centroid  of  the  carrier  wave  packet  along 
a  semi-classical  trajectory.  Indeed,  ballistic  transport  theory  may  be  set  up 
by  choosing  the  appropriate  fields  to  accelerate  the  carriers  through  the  de¬ 
vice;  the  problem  becomes  completely  non-trivial  if  the  fields  are  computed 
in  a  fully  self-consistent  manner.^  The  principles  behind  the  Landauer  equa¬ 
tion  (4)  are  not  dependent  upon  this  view,  as  one  may  define  the  channels 
by  various  modes  of  a  waveguide,  but  it  is  often  convenient  to  think  of  the 
Landauer  equation  in  this  fashion.  We  will  see  this  further  below,  in  connec¬ 
tion  with  transport  in  high  magnetic  fields.  In  general,  the  nature  of  ballistic 
transport  goes  beyond  structures  whose  lengths  are  less  than  the  elastic  mean 
free  path.  Rather,  the  important  length  over  which  the  transport  is  essen¬ 
tially  b2dlistic  is  the  inelastic  mean  free  path,  or  phase  breaking  l^gth.  That 
is,  the  important  length  is  that  over  which  the  transport  remains  coherent. 
This  was  demonstrated  by  Buttiker,^  who  showed  that  transport  through 
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two  series-connected  phase-coherent  regions  produced  the  normal  additiv¬ 
ity  of  resistances  only  if  an  inelastic  scattering  process  occured  between  the 
two  regions.  In  the  abs«ice  of  this  inelastic  process,  coherent  addition  of 
the  two  re^ons  resulted.  Surprizingly,  if  the  overall  transmission  probability 
were  low,  then  the  addition  of  weak  indastic  processes  actually  lowered  the 
overall  resistance,  but  the  classical  additivity  of  resistance  was  recovered 
as  the  degree  of  inelastic  scattering  was  increased.  It  is  thought  that  this 
initial  lowering  results  from  resonant  transmission  through  the  scatter,  and 
this  resonance  produced  higher  transmission,  as  this  effect  did  not  occur  for 
transmission  probabilitie  of  the  order  of  0.5. 

The  study  of  ballistic  transport  in  quantum  waveguide  structures,  in 
which  a  coherent  structure  supporting  only  a  few  occupied  channds  (a  chan¬ 
nel  is  one  mode  of  transverse  quantization)  was  placed  between  two  reser¬ 
voirs,  has  been  pursued  by  a  number  of  authors.  One  reason  for  this,  is  that 
the  modification  of  (4)  for  the  case  of  multiple  modes  has  been  somewhat 
controversial.  To  be  siue,  the  overall  conductivity  is  related  to  the  overall 
transmission  matrix  of  the  multi-mode  structure.^  Yet  the  number  of  probes 
(side-arms  are  often  added  as  voltage  contacts,  while  the  reservoirs  serve  as 
current  contacts)  affects  the  resultant  formulae  in  many  cases,  and  the  re¬ 
sult  of  reversing  the  magnetic  field  in  a  multi-probe  measixrement  must  yield 
the  proper  symjnetries,  consistent  with  the  Onsager  relations.*^  Indeed,  if  we 
have  a  four-terminal  structure,  with  terminals  1  and  2  being  used  to  provide 
the  source  and  sink  of  current,  and  terminals  3  and  4  being  used  to  measure 
the  voltage,  then  (4)  can  be  generalized  to 

P  =  JL.  i  ^3iT42  —  T32T41  .  . 

-  2«J  T  (Tn  +  T^){T„  +  T„) 

and  T  =  T12  =  T21.  Clearly,  if  the  last  fraction  is  ignored,  then  (4)  is  recov¬ 
ered. 

There  are  caveats  to  these  equations  as  well.  The  ’’ballistic  leads,”  e.g. 
the  regions  between  the  reservoir/contacts  and  the  active  region  of  measure¬ 
ment,  must  be  connected  in  a  nonreflective  manner  with  the  reservoirs,  and 
the  electro-chemical  potentials  must  be  measured  deep  in  the  reservoirs  to 
assure  thermalization  of  the  carriers.  If  this  geometry  is  not  respected,  then 
deviations  can  occur  in  measurements,  and  even  in  some  theories,  and  this  is 
important  to  considerations  of  potentials.*^  Consequently,  the  study  of  the 
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existence  of  the  proper  transmission  formula  and  resonances  in  the  transmis¬ 
sion  under  certain  conditions,  continues  to  be  a  topic  of  some  discussion.^ 
In  addition,  considerable  effort  is  now  being  expended  on  the  study  of  the 
high  frequency  forms  of  the  conductance  of  these  ballistic  structures,^  as 
well  as  the  effect  that  bends  in  the  ballistic  structure  play  in  the  overall 
conductance.®® 

One  of  the  most  interesting  aspects  of  the  Landauer  equation  is  the  re¬ 
sulting  experimental  observation  of  quantized  conductance  through  a  con¬ 
striction  which  could  be  varied  by  the  gate  voltage.  Indeed,  steps  in  the 
conductance  were  found  in  exact  agreement  with  (4),  as  the  measurements 
were  essentially  a  two-terminal  measurement.*®*®^  However,  the  most  exten¬ 
sive  study  of  the  multi-terminal  version  (5)  has  been  in  the  quantum  Hall 
effect.®®  In  the  presence  of  a  high  magnetic  field,  scattering  of  the  carriers 
is  suppressed  as  the  ballistic  trajectories  are  folded  into  Landau  orbits,  in 
which  the  essentially  one-dimensional  transport  along  the  orbit  hinders  the 
scattering  process.®®  Only  those  trajectories  which  reflect  from  the  lateral 
boundaries  move  from  one  contact  to  another;  these  edge-located  carriers 
are  essentially  what  are  now  called  edge  states.®®~®®  In  a  great  many  studies, 
which  are  not  the  central  point  of  this  review,  the  multi-terminal  version  (5) 
has  now  been  verified.  It  should  also  be  pointed  out  that,  although  (4)  and 
(5)  are  basically  obtained  for  non-interacting  electrons,  the  results  are  not 
significantly  affected  by  the  presence  of  carrier-carrier  interactions.®®*®® 

While  nearly  all  of  the  above  ballistic  electron  studies  have  been  carried 
out  at  low  temperature,  the  basic  nature  of  ballistic  transport  carries  through 
from  the  semi-classical  regime,  and  supports  the  basic  trajectory  nature  of 
the  transport  of  carriers,  even  in  the  quantum  regime.  This  is  likely  to  be 
an  important  consequence  for  the  small  semiconductor  devices,  in  which  we 
envision  a  need  to  include  detailed  quantum  trauisport  models.  The  badlistic 
transport  provides  one  limit  of  the  transport  process  and  must  be  reflected 
in  accurate  models. 

B.  Role  of  the  Boundaries  and  Contacts 

One  of  the  important  consequences  from  (5)  is  that  the  actual  resistance, 
or  conductance,  that  is  measured  is  dependent  upon  the  details  of  the  probes 
that  are  connected  to  the  conducting  channel.  That  is,  it  specifically  depends 
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upon  whether  there  are  two  or  four  probes,  or  the  details  about  how  well  the 
probes  absorb  or  reflect  incoming  ballistic  trajectories.  In  general,  there  are 
a  large  number  of  possible  measurement  probe  geometries,  and  each  delivers 
different  possible  overall  conductances.^  In  short,  one  way  of  looking  at 
this  problem  is  that  there  is  a  variability  in  the  possible  voltages  measured, 
for  a  given  current,  and  it  is  important  to  know  just  where  in  space  the 
voltage  measurements  are  made.  A  slightly  different  view  of  this  is  that 
any  particular  (and  certainly  small)  device  is  actually  embedded  within  its 
environment.  The  boundary  effects  play  an  essential  role  in  determining  the 
physical  properties  of  semiconductor  quantum  wires.®®  The  performance  of 
the  device  is  not  usually  separable  firom  its  environment,  and  the  environment 
can  in  fact  completely  determine  the  performance  of  the  device.**  Specific 
studies,  with  regard  e.g.  to  resonant  tunneling  diodes  clearly  show  this  is 
the  case,®*  a  point  that  we  will  continue  to  see  in  the  simulations  discussed 
in  later  chapters. 

The  role  of  the  interaction  between  the  contacts  (or  probes  or  reservoirs, 
as  the  case  may  be)  and  the  device  can  be  significant.  Indeed,  it  is  actually 
possible  for  scatterers  near  the  contact  to  induce  oscillations  in  the  electro¬ 
chemical  potential,®*  which  further  complicates  the  contact  potential  drop. 
The  importance  of  the  contacts  and  probes  is  best  exemplified  in  the  case 
of  the  quantum  >Hall  effect.®®**®®  Since  the  edge  states  are  the  penultimate 
ballistic  (and  non-dissipative)  channel,  the  entire  conductance  and  voltage 
distribution  depends  upon  the  details  of  the  current  and  potential  prob«. 
The  nature  of  this  interaction  can  in  fact  be  studied  by  varying  the  con¬ 
finement  potential  to  study  the  transition  from  local  (classical)  to  non-local, 
ballistic  transport.*®* 

The  idea  of  environment  mtist  be  extended  beyond  just  the  concepts  of 
probes  and  contacts.  Indeed,  it  is  the  entire  environment  of  a  particular  de¬ 
vice  that  can  lead  to  changes  of  device  behavior.  The  presence  of  continuous 
devices  opens  the  door  to  transfer  between  such  devices,  which  has  been  es¬ 
pecially  studied  in  coupled  quantum  wires.*®*  Another  important  scattering 
process,  in  addition  to  internal  scatterers  within  the  device,  is  interaction 
with  the  interface  modes  of  the  lattice.*®®  In  fact,  in  many  cases  the  scat¬ 
tering  from  remote  and  interface  modes  may  be  more  likely  than  scattering 
within  the  active  device  region,  simply  becaiise  of  the  fraction  of  phase  space 
sampled  by  any  pzu-ticle  wave  function  inside  the  device  may  be  smaller  than 
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that  part  outside.  This  is  also  true  for  the  surface,  which  may  have  extensive 
influence  on  the  nature  of  the  wave  packets.  We  will  examine  the  specific 
formulation  that  le2uls  to  the  detailing  of  the  device-environment  interaction 
in  a  great  deal  more  depth  later. 


4.  Some  Potentially  Important  Quantum  Devices 

It  has  already  been  pointed  out  above  that  the  normal  Si  MOSFET  ac¬ 
tually  incorporates  quantization  within  the  channel,  in  the  direction  normal 
to  the  interface  between  the  oxide  and  the  Si  inversion  layer.  Such  quan¬ 
tization  also  appears  in  the  GaAs/AlGaAs  high-electron-mobility  transistor 
(HEMT),  in  a  similar  fashion.  Carriers  are  created  by  dopants  placed  in  the 
AlGaAs,  and  these  carriers  transfer  into  the  GaAs  to  create  an  accumula¬ 
tion  layer  on  the  GaAs  side  of  the  heterojunction  interface.  In  both  cases, 
the  inversion/accumulation  layers  are  created  in  a  self-consistent  potential 
with  the  actual  size  (thickness)  of  the  layer  being  larger  than  the  classical 
width  due  to  the  wave  function  of  the  carriers.  This  leads  to  a  number  of 
observable  quantum  effects  in  these  devices,  but  which  occur  mostly  at  low 
temperatures.  Moreover,  much  of  these  effects  are  only  of  second  order  in 
the  transport  properties.  Nevertheless,  full  understanding  of  the  ultra-small 
device  will  require  a  more  advanced  quantum  transport  treatment.  As  was 
also  mentioifed  above,  one  of  the  most  obvious  quantum  effects  that  can 
occur  in  the  transport  for  lUtra-short  gate  lengths  is  tunneling  through  the 
gate  depletion  region,  and  study  of  this  effect  is  impossible  in  a  classical 
treatment. 

Tunneling  is  a  fully  quantum  mechanical  process  in  which  a  carrier  pene¬ 
trates  into  and  traverses  a  barrier  region,  where  the  amplitude  of  the  barrier 
exceeds  the  kinetic  energy  of  the  carrier.  It  first  became  of  interest  in  semi¬ 
conductors  in  highly-doped  p  —  n  junctions,  where  the  conduction  band  on 
the  n-type  side  lay  below  the  valence  band  edge  on  the  p-type  side  (so-called 
degenerately-doped  junctions).^®®  The  theory  of  such  interband  tunneling, 
which  can  also  occur  in  semiconductors  under  very  high  electric  fields  (where 
it  is  often  referred  to  as  Zener  tunneling)  has  been  worked  out  over  many 
decades,  auid  has  been  reviewed  extensively.'®®"*®*  Even  with  a  long  history 
of  work,  there  remain  questions  about  the  details  of  real  tunneling  processes 
in  the  presence  of  dissipative  mechanisms,'®*’"®  and  the  tunneling  time,  the 
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physical  time  required  for  a  carrier  to  move  from  one  side  of  the  tunneling 
barrier  to  the  other,  remains  quite  controversial.**^  Tunneling  is  also  the  basis 
of  the  scanning  tunneling  microscope,**^  a  new  method  of  studying  surfaces 
with  atomic  resolution.  Nevertheless,  the  key  device  of  interest  at  present  is 
the  resonant-tunneling  diode. 

A.  The  Resonant-Tunneling  Diode 

The  idea  of  using  two  tunneling  barriers,  within  a  single  conduction  (or  va¬ 
lence)  band,  is  a  relatively  old  idea.  However,  the  concept  of  using  band-gap 
engineering  with  semiconductor  heterojunctions  to  create  realistic  barriers 
is  only  a  few  decades  old,**^  and  such  structures  have  clearly  shown  nega¬ 
tive  differential  conductivity  as  soon  as  they  were  made.**^  The  basic  idea  is 
shown  in  Fig.  3.  The  barriers  are  formed  by  thin  layers  of  AlGaAs,  and  the 
well  and  boimdary  layers  are  formed  from  GaAs.  A  quasi-bound  state  forms 
in  the  well  layer.  With  no  applied  bias  the  tunneling  through  the  structure 
is  greatly  reduced,  as  the  tuimeling  length  must  extend  over  the  entire  width 
of  the  three  barrier  and  well  layers.  On  the  other  hand,  when  an  applied  bias 
is  present,  the  anode  layer  and  well  layer  are  pulled  to  lower  energies.  When 
the  quantum  well  level  becomes  degenerate  with  the  occupied  conduction 
band  states  in  the  emitter  layer  (Fig.  3b),  current  begins  to  flow  through  the 
structure,  since 'there  is  now  a  resonant  state  available  to  the  electrons,  and 
the  tunneling  distance  is  now  just  that  of  the  first  barrier.  If  the  two  barriers 
were  equal  when  the  quantum  level  aligns  with  the  emitter  filled  states,  the 
transmission  coefficient  would  rise  to  unity.  When  further  bias  is  applied, 
so  that  the  quantum  level  in  the  well  drops  below  the  conduction  band  edge 
of  the  emitter,  current  no  longer  flows.  Thus,  current  flows  only  for  a  finite 
range  of  bias,  and  negative  resistance  is  obtained  on  the  high  voltage  side 
of  this  region.**^  We  return  to  this  below,  with  a  more  detailed  description 
in  each  of  the  following  sections,  and  include  a  discussion  of  non-resonamt 
tunneling  as  well. 

More  recently,  the  resonant-tunneling  diode  has  found  applications  in 
microwave  circuits  for  amplification  and  osdllation.**®  Throughout  the  de¬ 
velopment  of  the  resonant-tuimeling  diode,  there  have  been  a  number  of  con¬ 
troversies.  The  first  was  whether  the  electrons  tunneled  completely  through 
the  structure  coherently  (in  one  step)  or  sequentially  (in  two  steps).**’'  In  the 
end,  it  turns  out  that  the  actual  current  seems  to  be  independent  of  this. 
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but  the  only  certainly  sequential  processes  involve  scattering  of  the  carri¬ 
ers,  especially  when  the  scattering  is  inelastic,  as  has  been  determined  by  a 
number  of  relatively  simple  calculations.***"^^*  The  second  controversy,  and 
perhaps  more  meaningful,  was  over  the  role  of  trapped  charge  in  the  quantum 
well.  For  increasing  bias,  the  quantum  well  has  to  be  emptied  as  the  current 
shuts  off..  When  the  bias  is  again  reduced,  the  well  must  be  charged  to  be¬ 
gin  the  current.  This  suggests  that  there  should  be  some  hysterysis  in  the 
curroit-voltage  curve.*”  To  really  study  this  effect,  one  needs  self-consistent 
calculations  for  the  current-voltage  curve.  Many  of  these  have  been  carried 
out,  and  will  be  discussed  in  the  later  sections  of  this  paper.  Nevertheless, 
some  more  straight-forward  approaches  have  also  appeared;  more  straiight- 
forward  only  in  the  sense  that  they  try  not  to  get  involved  in  the  detailed 
calculations  of  quantum  transport.*”**^ 

The  resonant-tunneling  diode  is  the  ’’fruit-fly”  for  quantum  transport 
studies,  since  the  classical  description  cannot  provide  any  insight  into  the 
process — the  tunneling  process  is  the  key  ingredient.  Thus,  we  will  see  it 
treated  again  and  again  in  the  discussions  below.  In  addition  to  the  cur¬ 
rent,  charge  within  the  well,  and  the  overall  device  characteristics,  interest 
has  focused  recently  on  simple  evaluations  of  the  high-firequenQ^  conductiv¬ 
ity  and  the  noise.*”**”  When  the  resonant-tunneling  diode  is  also  laterally 
confined,*”**”  one  gets  a  quantum  dot  (the  laterally  confined  quantum  well) 
with  quite  a  complicated  level  structure  within  the  dot. 

B.  Quantum  Dots 

The  creation  of  lateral  patterning  to  create  an  isolated  region  in  which 
electrons  (or  holes)  can  be  localized  has  led  to  considerable  effort  in  the  study 
of  quantum  dots  and  the  electronic  structure  in  these  dots.****”  Usually,  as 
in  solids,  the  energy  structure  is  calculated  for  the  one-electron  states,  but 
the  consideration  of  the  carrier  spin*”****  and  multi-particle  states  has  also 
occured.*”  The  quantum  dot  is  usually  thought  of  a  localized  region  defined 
by  gate  potentials,  as  shown  in  Fig.  4,  but  it  can  actually  be  a  waveguide 
resonator  attached  to  an  electron  (or  hole)  waveguide.*”  The  quantum  dot  is 
an  interesting  mesoscopic  structure  in  its  own  right,  2is  it  is  a  mini-Aharonov- 
Bohm  ring  when  edge  states  cycle  through  the  structure,*”  and  it  can  occur, 
and  be  studied,  in  a  variety  of  manners,  not  the  least  of  which  is  by  STM 
probing.*”  We  now  are  beginning  to  see  studies  of  various  "interactions”  in 
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the  dot  to  specifically  study  its  properties;  e.g.,  recently  Feng  et  al.^^  have 
created  an  axlditional  gate  controlled  region  in  the  center  of  the  dot  so  as  to 
act  as  an  "impurity.” 

Obviously,  the  central  quantum  well  of  a  resonant-tunneling  diode  adso 
plays  the  role  of  a  quantum  dot.  In  fact,  many  aspects  of  quantum  dots 
coupled  to  waveguides,  or  other  probing  regions,  play  much  the  same  role 
as  the  tunneling  coupling.  However,  the  quantum  dots  can  also  be  coupled 
capautively,  which  is  a  classical  interaction.  Quantum  dot  effects  begin  to 
occur  when  the  capacitors  coupling  the  central  region  to  its  environment 
begin  to  be  sufficiently  small  that  the  change  in  energy  of  the  capacitor,  when 
one  electron  transits  it,  is  larger  than  the  thermal  energy  or  any  bias  energy. 
This  is  the  so-called  Coulomb  blockade  regime,  and  leads  to  the  field  of 
single-electron  tunneling  (SET).^^  One  advantage  of  the  use  of  capadtively- 
coupled  dots  is  the  ability  to  modulate  the  barriers  and  produce  various 
device- like  effects  through  this  gate  modulation.*^"^'*®  Others  have  reversed 
this  to  use  the  oscillating  barriers  to  actually  study  tunneling  through  these 
barriers.'^^'*^^  Noise  has  also  been  suggested  as  a  mechanism  to  study  the 
tunneling  properties  of  the  barriers  themselves.*^ 

For  the  purposes  here,  the  quantum  dot  is  another  interesting  variant  of 
the  resonant-tunneling  diode,  and  we  will  see  several  approaches  to  treat  the 
detailed  transport  through  these  devices.  It  should  be  pointed  out,  though, 
that  arrays  of  quantum  dots  form  an  interesting  later2d  surface  superlattice, 
which  leads  to  a  number  of  other  interested  new  physical  effects,  particularly 
in  the  magnetotransport.*^  Random  arrays  of  the  SET  devices  are  a  ma¬ 
jor  candidate  for  future  logic  applications  in  the  ultra-small  regime.*^’*^®  It 
should  also  be  pointed  out  that  multiple  quantum  dots  illustrate  SET  effects 
even  in  Si  MOS  structures,*^  a  result  that  is  expected  from  semi-classical 
modeling.  *^^ 


II.  The  Quantum  Equations 


Although  there  are  different  formulations  of  quantum  mechanics,  nearly 
all  approaches  which  lead  to  modeling  of  semiconductor  devices  derive  from 
the  Schrodinger  equation 


2m  dx^ 


+  V(x)'if 


(6) 
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in  one  dimension  (here  taken  to  be  x)  so  that  $  =  It  should  be 

noted  that  we  have  taken  a  particular  form  for  the  momentum,  in  that  it  is 
assumed  that  the  particle  energy  is  quadratic  in  the  momentum.  In  devices, 
modeling  usually  proceeds  from  another  formulation,  which  arises  from  (6), 
as  will  be  shown  below.  The  form  of  (6)  is  dissipationless,  since  the  poten¬ 
tial  is  normally  the  applied  or  built-in  electrostatic  potential.  Although  other 
forms  are  usually  used,  there  has  been  work  to  actually  apply  the  Schrodinger 
directly  in  simulations.  For  this,  it  must  usually  be  assumed  that  the  length 
of  the  region  being  simulated  is  considerably  smaller  than  any  characteristic 
dissipation  length.  Various  characteristic  lengths  are  important  in  the  quan¬ 
tum  mechanical  description  of  transport.*^  Of  most  interest  are  the  elastic 
mean  free  path,  which  describes  a  characteristic  scattering  length  for  elastic 
processes  which  do  not  bre2d£  the  phase  coherence  or  relax  the  energy,  and 
the  inelastic  mean  free  path,  which  describes  processes  which  do  break  the 
phase  coherence.  There  can  be  processes  which  break  phase  coherence,  but 
do  not  relax  the  energy,  although  almost  all  energy  relaxing  processes  break 
the  phase  coherence.  Processes  which  can  break  phase  coherence  without  re¬ 
laxing  the  energy  can  arise  from  elastic  processes  that  are  sufficiently  strong 
that  they  introduce  localization.  Thouless'^®  suggested  that  one  should  relate 
the  inelastic  mean  free  path  to  the  inelastic  mean  free  time  as 

L4,  =  ,  (7) 

where  D  is  the  carrier  diffusion  constant  (it  is  assumed  that  the  transport  is 
diffusive,  which  implies  that  it  is  not  ballistic  or  that  there  is  considerable 
elastic  scattering  occuring  within  this  length).  Generally,  it  is  still  true  that 
there  is  not  a  particularly  good  theoretical  basis  for  calculating  as  yet.^^ 
Indeed,  most  estimates  for  its  value  are  taken  from  experimental  studies  of 
the  material  in  a  particular  device  configuration.*® 

The  basic  concepts  of  transport  in  mesoscopic  systems  in  the  presence  of 
locadized  scatterers  c2Ln  be  traced  to  Landauer.®®  It  is  now  recognized  that 
slowly  varying  elastic  potentials  can  lead  to  localization,  and  hence  phase 
breaking  in  the  system.*®®’*®*  More  importantly,  there  is  a  wealth  of  work 
now  that  clearly  shows  that  the  onset  of  inelastic  scattering  will  suppress 
meuiy  of  the  quantum  effects  that  are  of  interest;  e.g.  quantum  interference 
effects.*®^  There  are  many  techniques  to  now  simulate  this,  even  with  the 
Schrodinger  equation.*®®’*®^  Indeed,  the  role  of  scattering  by  large  energy 
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exchange  processes,  such  as  optical  phonons,  hzts  clearly  been  demonstrated 
in  studies  of  the 

The  treatment  of  transport  with  the  Schrodinger  equation  has  followed 
several  approaches.  In  one  case,  the  scattering  matrix  formulation  utilized 
by  Buttiker^  has  been  iised  to  study  simple  waveguides  in  which  elastic  scat- 
terers  have  been  imbedded.  Here,  a  new  concept  has  been  introduced,  and 
that  is  that  the  wave  nature  of  the  electron  can  be  used  to  treat  the  transport 
of  the  electron  as  a  guided  wave  problem,’^^  just  as  in  the  case  of  microwave 
waveguides.  The  approach  here  uses  (4)  with  the  total  transmission  defined 
as 

^  ~  XI  >  (S) 

n,m 

where  Tnm  is  the  transmission  from  mode  m  of  the  input  to  mode  n  of  the 
output  contact.  To  develop  this,  it  is  usually  assumed  that  the  waveguide  is 
created  in  an  otherwise  quasi-two-dimensional  electron  gas.  The  experimen¬ 
tal  waveguide  itself  can  be  defined  ^ther  by  physically  creating  a  waveguide 
region  by  reactive-ion  etching  or  by  defining  it  electrostatically  with  lateral 
gates.^^  Then  it  is  possible  to  write  Schrodinger’s  equation  in  two  dimensions 
as  (time  independent,  however) 

“  ^  V(x,y)\&(i,y)  =  E^{x,y) ,  (9) 

vnth 

V{x,y)  =  V;(y)  +  Vappi{x,y)  ,  (10) 

and  the  first  term  on  the  right-hand  side  is  the  confinement  potential  defining 
the  lateral  extent  of  the  waveguide  while  the  last  term  is  any  applied  potential 
describing  bias  or  impurities,  etc.  The  general  solution  of  the  wave  function  in 
any  small  region  (these  regions  are  then  connected  together*®®)  over  which  the 
lateral  confinement  potential  is  constant  (which  means  that  the  waveguide 
has  uniform  properties)  is  given  by 

^(^>y)  =  XI^»»(®)xn(y) ,  (11) 

n 

where,  in  general, 

x4y)  =  \J^M^)  (12) 
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for  haxd-wall  confinement  of  the  waveguide  (in  hard  wail  cases,  it  is  usu¬ 
ally  assumed  the  wave  function  vanishes  at  the  confinement  wall).  Other 
approaches  sometimes  use  soft  walls  with  quadratic  potentials  in  which  the 
lateral  modes  are  described  by  harmonic  oscillator  wave  functions. 

The  longitudinal  modes  are  described,  in  general,  by  a  combination  of 
forward  and  backward  propagating  plane  waves,  as 

^«(x)  =  ,  (13) 

where  7„  is  the  propagation  constant.  If  the  mode  is  a  propagating  mode, 
then  7n  =  ikn  and  describes  the  wave  nature  of  the  mode.  If,  on  the  other 
hand,  the  mode  is  evanescent,  then  7n  is  a  real  quantity  describing  the  de¬ 
cay  of  the  mode.  It  is  very  important  to  note  that  proper  inclusion  of  the 
evanescent  modes  is  very  important  in  studying  waveguide  discontinuities  by 
this  method,  just  as  it  is  in  microwave  waveguides.  At  the  interfaice  between 
two  regions,  in  each  of  which  the  mode  properties  are  uniform,  the  total 
wave  function  and  its  derivative  are  matched  across  the  interface  (note  that 
if  there  is  an  applied  potential  at  the  interface  site,  the  normal  derivative  is 
discontinuous  by  an  amount  determined  by  this  potential^®®).  This  approach 
has  been  used  to  study  the  role  of  rounded  comers  at  crossing  waveguides,^®* 
waveguide  stubs*®*  and  the  effects  of  impurities  in  the  stub  region,*®®'*®*  as 
well  as  othep  configurations  mentioned  below. 

One  particularly  interesting  application  is  the  study  of  a  waveguide  with 
a  double  constriction.  That  is,  two  narrow  waveguides  are  separated  by  a 
wide  region,  and  contacted  with  wider  reservoirs  on  the  ends,  as  shown  in 
Fig.  5(a).*®®’*®®  This  structure  is  the  waveguide  equivalent  of  the  DBRTD 
described  previously.  Modes  are  allowed  in  the  wide  central  region  which  are 
below  cutoff  in  the  constricted  regions,  and  this  allows  for  tunneling  into  the 
central  region,  if  the  constrictions  are  sufficiently  short,  and  consequently  a 
negative-differential  conductance  can  be  obtained  in  the  stmcture.  In  Fig. 
5(b),  the  overall  transmission  probability  is  shown  for  such  a  structure  as  the 
energy  of  the  incident  wave  is  varied.  This  may  be  used  in  a  conventional 
tunneling  calculation  to  determine  the  current-voltage  characteristics,  and 
the  resonance  peaJc  in  the  figure  allows  for  the  existence  of  the  negative- 
differential  conductance  in  these  characteristics.*®® 

It  should  be  noted  that  the  waveguide  mode  matching  technique  is  fully 
compatible  with  formulation  of  scattering  matrices,*®^  although  one  normally 
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thinks  of  the  matching  of  the  wave  function  and  its  derivatives  in  terms  of 
a  transfer  matrix  approach.  The  waveguide  approach  has  great  versatility, 
so  long  as  the  active  regions  are  easily  defined  in  terms  of  waveguide  sec¬ 
tions.  It  has  been  applied  to  tunneling  between  different  waveguides,***’^®® 
to  the  onset  of  localization  arising  from  rough  waveguide  boundaries,**®  to 
bends,***  and  to  resonances  from  multiple  bends  in  the  waveguide.***  In 
the  latter,  results  comparable  to  lattice  Green’s  function  approaches**  have 
been  obtained.  One  problem  is  that  self-consistent  solutions  to  the  wav^- 
uide  mode  propagation  have  not  been  obtained,  although  the  role  of  carrier- 
carrier  scattering  between  various  sub-band  modes  has  been  studied,***’**"* 
and  the  general  many-body  problem  has  been  formulated.***  Also,  a  gen- 
erjJized  density-functional  theory  has  been  proposed  that  could  be  used  to 
incorporate  many-body  effects  in  the  waveguide  theory.***  In  general,  how¬ 
ever,  the  modeling  approaches  discussed  in  the  remainder  of  this  review  are 
better  smted  for  incorporation  of  many-body  effects  and  self-consistency  with 
the  Poisson  equation  for  the  potential. 


5.  The  Density  Matrix  and  Its  Brethren 

In  general,  one  can  solve  (6)  by  assunoing  an  expansion  of  the  wave 
function  in  terms  of  a  set  of  static  basis  functions  which  satisfy  the  time- 
independent  equation  as 

=  Enrkn  (14) 

in  which  En  is  the  energy  level  corresponding  i  *  the  particular  basis  function. 
Then,  the  total  wave  function  can  be  written  as 

^(riO  =  ]E<^V’n(r)exp^-^^^  .  (15) 

If  we  now  multiply  each  side  of  this  equation  with  ^^(r)  and  integrate  over 
the  position,  we  can  evaluate  the  coefficient  in  terms  of  the  total  wave  func¬ 
tion  at  auiy  arbitrary  time,  which  we  here  take  to  be  to.  Then,  (1'5)  can  be 
rewritten  as 

^(r,0  =  *V;(r')V'n(r)exp  '^(r',fo)  •  (16) 
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(17) 


This  may  be  rewritten  as 

^(r,0  =  J dr' K{r,t;r\to)'‘l/{r\ to) . 

Here,  i^(r,t;r',to)  is  our  propagator  kemal,  or  Green's  function. 

The  kemal  in  (17)  describes  the  general  propagation  of  any  initial  wave 
function  at  time  to  to  any  arbitray  time  t  (which  is  normally  >  to*  but  not 
necessarily  so).  There  are  a  number  of  methods  of  evaluating  it,  either  by  dif¬ 
ferential  equations  (which  we  pursue  here),  or  by  integral  equations  known  as 
path  integrals.^^'^”  In  general,  the  form  shown  here  is  for  a  system  described 
fully  by  a  well  developed  set  of  basis  functions,  which  are  characteristic  of 
the  entire  problem.  For  example,  it  is  often  the  case  that  the  time  is  taken  to 
be  imaginary,  in  which  the  substitution  (t  —  to)  — ♦  — where  P  =  l/ksT 
is  the  inverse  temperature,  and  the  resulting  form  of  the  kemal  is  that  of  a 
system  in  thermal  equilibrium.^^  In  this  case,  we  talk  about  (17)  represent¬ 
ing  a  simple  mixture  of  pure  states.  The  usual  case  is  that  the  exponential 
is  separated  into  the  two  temporal  parts,  and  then  each  time-varying  basis 
function  is  expanded  in  an  arbitrary  (but  different)  set  of  wave  functions,  so 
that  we  have  a  mixed  system,  and  we  write  the  kemal  as 

/r(r,t;r^,<o)  =  irc«m^;;,(r,0^»(r'><o)  •  (18) 

n,m 

The  equal-time  version  of  this  is  terxned  the  density  matrix 

p(r,  r',  t)  =  E  0  =  ^*(r,  0  •  (19) 

fi,m 

There  are  many  different  (in  detail)  definitions  of  the  density  matrix.  It 
can  be  defined  just  by  the  coefficients  in  the  expansion,  so  that  it  is  a  c- 
number  matrix.^^  It  also  appears  as  the  thermal  equilibrium  form  defined 
above  (for  the  time-independent  form) 

/,(r,r')  =  i:<-««r')«r).  (20) 

n 

The  last  form  of  (19)  defines  it  in  terms  of  field  operators,  in  which  creation 
and  annihilation  operators  replace  the  expansion  coefficients,  and  these  op¬ 
erators  excite  or  de-excite  each  of  the  "modes”  of  the  basis  set.  In  any  of 
these  definitions,  it  is  important  to  recall  that  the  density  matrix  is  the  equal 
time  version  of  the  Green’s  function. 
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A.  The  Liouville  and  Bloch  Equations 

In  general,  the  density  matrix  is  best  characterized  (for  the  present  argu¬ 
ment)  in  terms  of  the  field  operator  form,  which  is  the  last  part  of  (19).  The 
temporal  equation  of  motion  for  the  density  matrix  can  then  be  developed 
using  (6)  as 

,  (21) 

or'“ 

=  [-Is  (^  -  ^)  + 

which  is  termed  the  Liouville  equation.  Sometimes,  a  higher  order  operator 
algebra  is  used,  since  the  Hamiltonian  if  is  an  operator  in  the  Hilbert  space 
of  the  density  matrix  (defined  by  some  basis  set  of  functions).  In  this  case, 
(21)  can  be  written  as 

ill^=  jpCr.r',!),  (23) 

where  ^  is  a  commutator-generating  superoperator.*" There  is  no  prob¬ 
lem  in  incorporating  a  dissipative  term  in  the  Hamiltonian,  and  treating  it 
by  perturbation  theory.  In  fact,  this  is  a  quite  viable  method  of  treating 
irreversible  transport,  as  has  been  discussed  repeatedly.**®"  *" 

On  the  other  hand,  if  we  accept  the  general  view  of  the  density  matrix 
represented  by  (20),  then  it  is  natural  to  introduce  the  time  as  an  imaginary 
quantity  t  —ihfi,  and 

- 1  =  [-^  (I  -  + ‘'W  -  H 

which  is  normally  termed  the  Bloch  equation  in  the  symmetrized  space  of 
the  density  matrix.  In  a  sense,  this  form  is  a  quasi-steady  state,  or  quasi¬ 
equilibrium,  form  in  which  the  time  variation  is  either  non-existent  or  suf¬ 
ficiently  slow  as  to  not  be  important  in  the  form  of  the  statistical  density 
matrix.  There  exist  mathematical  proofs  that  a  unique  monotonic  solution 
of  this  equation  exists  for  the  density  matrix.***  Before  passing  onj  it  is  also 
important  to  note  that  there  exists  an  adjoint  equation  to  (24),  which  arises 
from  the  anti-commutator  relationship,  as**^ 

-  ^  =  [“Is  (I; + 
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This  will  be  used  below  in  a  discussion  of  the  connection  to  semi-classicaJ 
behavior.  In  many  respects,  it  should  be  noted  that  the  density  matrix 
is  quite  often  found  to  be  self-adjoint.  In  Fig.  6,  we  show  a  plot  of  the 
density  matrix  for  a  DBRTD  in  the  absence  of  bias.  The  main  diagonal,  for 
which  X  =  x'  in  this  one-dimensional  model,  represents  the  density  variation 
through  the  device.  The  off-diagonal  parts  represent  the  spatial  correlatk>n 
that  exists  in  the  system. 


B.  Wigner  Functions  and  Green*s  Functions 

The  problem  with  the  density  matrix  in  many  semiconductor  problems  is 
that  it  is  defined  only  in  real  space,  with  the  important  quantum  interfo'ence 
effects  occuring  between  two  separated  points  in  space.  Even  so,  it  is  a 
function  of  six  variables,  plus  of  course  the  time  (or  the  temperature).  In 
many  cases,  it  would  be  convenient  to  describe  things  in  terms  of  a  phase 
space  function,  whose  six  variables  arise  from  a  single  position  vector  and  a 
momentiim  vector.  While  this  is  not  the  normal  case  in  quantum  mechanics, 
it  certainly  can  be  arranged.^**®^  To  see  how  this  is  achieved,  we  rewrite 
(22)  in  terms  of  a  new  set  of  coordinates,  the  center-of-mass  and  difference 
coordinates,  as 

R  =  ~(r-|-r'),  s  =  (r-rO.  (26) 

Then,  the  Liouville  equation  can  be  rewritten  as 


+  nR+f)  -  nR-|) 


(27) 


If  we  now  introduce  the  phase-space  Wigner  distribution,^*^  in  three  spatial 
dimensions, 

/w(R,p,t)  =  (jk/ ,  (28) 

which  is  often  called  the  Weyl  transform,*®®"*®*  then  the  Liourille  equation 
can  be  written  as 


dfw  1  d  .  1  tft  9  . 
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in  the  absence  of  any  dissipative  processes.  This  can  be  rewritten  in  a  more 
useful  form  as 


(30) 

where 

ty(R,P)  =  |<^qrin(?^)  [v^(R+a)_V(R_S)j  .  (31) 

The  use  of  the  Wigner  function  is  particulary  important  in  scattering  prob¬ 
lems, and  it  clearly  shows  the  transition  to  the  semi-classical  world.'*® 
Reviewing  the  above  approach,  it  may  be  simply  stated  that  the  Wigner 
function  is  the  Fourier  transform,  in  the  difference  coordinate,  of  the  density 
matrix.  These  are  two  equivalent  methods  of  looking  at  a  problem,  one  (the 
density  matrix)  is  entirely  in  real  space,  while  the  second  is  in  phase  space 
and  often  has  the  classical  behavior  as  a  limit.  In  Fig.  7,  the  Wigner  function 
for  a  DBRTD,  in  the  absence  of  bias,  is  shown.  This  should  be  compared 
to  the  density  matrix  version  in  Fig.  6.  Clearly,  the  Wigner  function  shows 
much  of  the  behavior  of  Fig.  1,  in  which  a  non-classical  behavior  is  encoun¬ 
tered  near  the  potential  barriers.  On  the  other  hand,  there  is  not  a  great 
deal  of  difference  in  the  representations  of  Figs.  6  and  7. 

In  general,  the  Wigner  function  described  by  (28)  is  not  positive  definite. 
This  is  a  consequence  of  the  xmcertainty  relationship  between  position  and 
momentum.  If  (28)  is  integrated  over  all  momentum,  then  the  square  mag¬ 
nitude  of  the  wave  function  results,  2Uid  this  is  a  positive  definite  quantity, 
being  related  to  the  density.  By  the  same  token,  integrating  (28)  over  all 
position  provides  the  square  magnitude  of  the  momentum  density,  which  is 
also  a  positive  definite  quantity.  It  has  been  proved  that  the  Wigner  function 
provides  a  smooth  continuous  solution  to  the  equation  of  motion  (30).'®*  Be¬ 
cause  of  its  close  relation  to  the  semi-classical  Boltzmann  equation,  it  may 
also  be  shown  that  it  provides  a  robust  solution  to  the  couple  Liouyille  and 
Poisson  equations,'®®  and  therefore  is  quite  usable  for  device  modeling.  More 
recently,  Arnold  has  shown  that  the  solution  of  (30)  remains  a  "physical 
Wigner  function,”  in  the  sense  that  it  is  a  mixed  quantum  state  consisting 
of  a  combination  of  pure  states  with  non-negative  distribution  weights,  for 
all  times  t  >  0.'®®  In  fact,  however,  the  Wigner  function  shown  in  Fig.  7 


32 


is  positive  definite,  and  this  is  a  general  result  for  the  equilibrium  "ground 
state. 

In  both  the  density  matrix  and  the  Wigner  function,  only  a  single  time 
variable  appears  in  the  problem,  as  it  was  assumed  that  the  two  wave  func¬ 
tions,  or  field  operators,  in  (19)  were  to  be  evaluated  at  equal  times.  In 
these  two  approaches  build  in  correlations  in  space  but  do  not  con¬ 
sider  that  there  may  be  correlations  in  the  time  domain.  This  approach  does 
not  have  to  be  taken,  and  this  leads  to  the  concept  of  the  use  of  Green’s  func¬ 
tions  themselves  to  describe  the  behavior  of  quantum  systems.^^  In  general, 
one  separates  the  kemal  in  the  wave  function’s  integral  expression  for  the 
propagator  into  forward  and  reverse  times  in  order  to  have  different  func¬ 
tions  for  retarded  (forward  in  time)  and  advanced  (backwards  in  time,  in  the 
simplest  interpretation)  behavior.  We  do  this  by  introducing  the  retarded 
Green’s  function  as  (for  fermions) 

G,(r,  r-;  (.  O  =  -«e((  -  O  r'i «.  O)  =  -•»(<  -  i')  (»(r,  O'if’Cr'.  0>  . 

(32) 

where  the  angle  brackets  have  been  added  to  symbolize  an  ensemble  average, 
which  is  also  the  summation  over  the  proper  basis  states.  On  the  other  hand, 
the  advanced  Green’s  function  is  given  by 

and  one  can  then  write  the  kemal  itself  as 


{K (r,  r';  t,  <')>  =  » (r,  t,  f)  -  G.(r,  r';  <,  0] 


(34) 


Finding  the  Green’s  functions  from  the  Schrodinger  equation,  or  from 
the  Liouville  equation,  is  not  difficult  for  simple  Hamiltonians,  as  for  any 
quantum  mechanical  problem.  Proceeding  for  complicated  Hamiltonians, 
such  as  in  the  case  of  many-body  interactions  or  electron-phonon  interactions, 
is  not  so  simple  and  a  perturbation  approach  is  usually  used.  However, 
this  approach  is  not  without  its  problems,  in  that  the  perturbation  series 
is  difficult  to  evaluate  and  may  not  converge.  Generating  the  perturbation 
series  usually  relies  upon  the  S-matrix  expansion  of  the  unitary  operator^®® 


exp 


(35) 
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where  V{t)  is  the  perturbing  potential  interaction  in  the  interaction  repre¬ 
sentation.  In  nearly  all  cases,  it  is  necessary  to  expand  any  perturbation 
series  in  terms  of  wave  functions,  and  Green’s  functions,  in  the  absence  of 
the  perturbation,  which  means  sX  t  —*  —oo.  In  the  equilibrium  situation, 
we  can  take  the  opposite  limit  as  well,  for  the  upper  limit  of  the  integral 
in  (35),  as  it  is  assumed  that  the  system  is  in  absolute  equilibrium  at  the 
point  t  — »  oO  as  well.  In  the  non-equilibrium  situation,  which  is  the  normal 
case  in  nearly  all  active  semiconductor  devices,  the  latter  limit  is  just  not 
allowed.  Then  one  must  seek  a  better  approach,  and  this  has  been  given  by 
the  real-time  (non-equilibrium)  Green’s  functions  developed  by  Keldysh**® 
and  Kadanoff  and  Baym.***^ 

To  avoid  the  need  to  proceed  to  t  — »  oo  in  the  perturbation  series,  a 
new  time  path  for  the  real  time  fimctions  was  suggested  by  Blandin  et  of.**® 
(There  may  well  have  been  others,  but  this  seems  to  be  the  work  which 
put  it  in  proper  context.)  This  new  contour  is  shown  in  Fig.  8,  where  the 
contour  evolves  from  the  equilibrium  (thermal)  Green’s  function  at  to  — 
to  a  real-time  function  at  to.  The  contour  then  extends  in  the  forward  time 
direction  to  max(t,  t'),  hence  returning  in  the  anti-time  ordered  direction  to 
to.^  In  many  cases,  one  lets  to  — oo  if  we  are  not  interested  in  the  initial 
transients  of  the  system.  The  handling  of  the  Green’s  function,  when  both 
wave  functions  are  on  either  the  upper  or  lower  branch  is  straight-forward. 
On  the  other  hand,  when  these  two  functions  are  on  different  branches,  two 
new  functions,  the  correlation  functions  must  be  defined.**^*  These  are  the 
"less  than”  function 

=  .  (36) 

which  has  the  opposite  sign  for  bosons,  and  the  "greater  than”  function 

G>(r,  r-;  4,  (')  =  -i  {*(r.  ‘')>  •  (3T) 

In  general,  these  four  Green’s  functions  are  all  that  are  needed  to  handle 
the  complete  nonequilibrium  problem  (in  relatively  lowest  order,  ^  will  be 
discussed  later),  but  it  is  often  found  that  two  other  Green’s  functions  are 
useful.  These  are  the  time-ordered  and  anti-time-ordered  Green’s  functions, 
in  which  the  ordering  is  in  the  positive  time  progression  around  the  contour 
of  Fig.  8.  These  two  are 

(?t(r,r';t,0  =  e{t +  0(<'  -  <)(7<(r,r';t,0  (38) 
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and 


Gi(r,  r”;  i,  f)  =  0(t'  -  t)G>(r,  r';  l.i')  +  6(1  -  t’)G<(r,  r";  1,  <0  •  (39) 

There  are  obviously  relationships  between  these  six  Green’s  functions,  and 
these  can  be  expressed  as 

Gr  =  Gt  -  G<  =  G>  -  =  e(t  -  i')(G>  -  G<) ,  (40) 

Ga  =  Gt-G>  =  G<-G{^  -Sit'  -  t){G>  -  G<) .  (41) 

For  systems  that  have  been  driven  out  of  equilibrium,  the  ensemble  aver¬ 
age  brackets,  indicated  in  the  definitions  of  the  Green’s  functions,  no  longer 
signify  thermodynamic  averaging  or  averaging  over  the  ground  state  (at 
T  =  0),  since  the  latter  quantities  are  ill-defined.  Instead,  the  bracket  in¬ 
dicates  that  some  average  needs  to  be  taken  over  the  available  states  of  the 
noneqtiilibrium  system,  in  which  these  states  are  weighted  by  the  nonequi¬ 
librium  distribution. 

The  equation  of  motion  for  the  Green’s  functions  are  basically  derivable 
from  the  Liouville  equation  above.  The  development  of  this  equation  for  the 
various  Green’s  functions  will  be  put  off  until  Sec  V.  Here,  we  note  that 
there  are  many  methods  of  collapsing  the  Green’s  functions  into  single-time 
functions,  which  lead  to  a  variety  of  transport  equations.^  Let  us  consider 
how  to  arrive  at  the  Wigner  function  from  the  Green’s  function.  We  note 
that  the  definition  of  the  density  matrix,  that  led  to  the  Wigner  function, 
is  basically  quite  similar  to  that  of  This  is  the  proper  association,  as 
the  latter  function  relates  to  the  nonequilibrium  distribution  function.^ 
Thus,  we  introduce  the  center-of-mass  and  difference  coordinates  (26),  and 
equivalent  ones  for  time  (with  T  the  average  time  and  r  the  difference  time). 
Then  it  is  clear  that 

fw{R,  p,  T)  =  VimJ  <PsG<{K,  s,  T,  T)e->®/«  ,  (42) 

or 

/^(R,p,r)  =  J  <ijG<(R,p,T,u) ,  (43) 

where  the  difference  time  has  been  Fourier  transformed  into  a  frequency  in 
the  last  expression.  It  is  clear  from  this  last  expression  that  the  difference 
coordinates,  introduced  into  the  Green’s  function  scs  in  the  density  matrix. 
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are  Fourier  transformed,  and  the  Wigner  function  obtained  from  the  Green’s 
function  by  averaging  out  the  frequency  (or  energy)  dependence.  Thus,  the 
crucial  kinetic  variable  in  the  Wigner  function  is  the  momentum,  and  not  the 
energy,  although  the  two  are  certainly  related  through  a  dispersion  relation. 

C.  Reduced  Density  Matrices  and  Projection  Operators 

In  each  of  the  descriptions  that  has  been  introduced  here,  the  density 
matrix,  the  Wigner  distribution,  and  the  real-time  Green’s  functions,  it  has 
more  or  less  been  assumed  that  one  is  dealing  only  with  the  electron  system. 

Indeed,  it  has  mainly  been  assumed  that  one  is  dealing  with  single  noninter¬ 
acting  electrons  so  that  an  equation  for  the  equivalent  one-electron  distribu-  • 

tion  function  is  adequate.  Before  proceeding,  it  is  of  interest  to  consider  how 
a  quasi-kinetic  picture  can  be  obtained  for  the  equivalent  one-electron  den¬ 
sity  matrix  (or  other  approach)  from  a  general  system  in  which  the  electrons 
and  the  lattice  all  contribute  to  the  density  matrix,  which  can  be  a  many- 
electron  (and  many  atom)  function.  In  general,  the  system  is  described  by 
the  Hamiltonian 

.H  =  Ho  +  /fF  +  ifz;  +  ^eL,  (44) 

where  the  terms  on  the  right-hand  side  represent  the  electronic  motion,  the 
external  fields  (in  the  scalar  potratial  gauge),  the  lattice  motion,  and  the 
electron-phononinteraction,  respectively.  The  latter  can  include  the  coulomb 
interaction  between  impurity  atoms  and  the  electrons.  The  Hamiltonian  Ho 
includes  all  of  the  appropriate  many-body  terms  and  energy  shifts  appropri¬ 
ate  to  the  full  electron  many-body  problem,  the  details  of  which  will  not  be 
treated  here.  The  field  term  represents  the  driving  fields  through  a  simple 
form  Hf  =  — cF  •  r. 

The  total  density  matrix  p  is  defined  over  the  entire  system;  electrons, 
lattice,  and  interaction.^’'®  If  it  is  decided  to  represent  p  in  terms  of  a  com¬ 
plete  set  of  eigenstates  for  the  electron  and  lattice  systems  separately,  the 
general  wave  function  will  be  a  product  of  the  individual  wave  function  basis 
sets.  The  total  trace  operation,  which  appears  as  the  representation  of  the 
ensemble  average  for  a  matrix  form  of  the  density  operator,  can  be  separated 
into  a  succession  of  of  separate  trace  operations  Tr^,  and  Tr*,  which  represent 
the  partial  traces,  or  partial  ensemble  averages,  over  the  lattice  and  electron 
components,  respectively.  This  allows  us  to  define  the  electronic  density  ma- 
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trix  pe  =  Tri{p).  It  is  probably  worth  noting  at  this  point  that  it  is  not  at  all 
obvious  that  this  decomposition  of  the  density  matrix  into  clearly  definable 
electron  and  lattice  contributions  will  hold  except  in  the  steady-state  case.*^ 
In  essence,  the  objections  are  equivalent  to  those  that  limit  the  use  of  the  ef¬ 
fective  mass  approximation  to  relatively  long  time  scales  for  the  interaction. 
We  will  explore  this  more  in  later  sections. 

The  approximations  above  are  immediately  invoked  by  introducing  (44) 
into  the  Liouville  equation  and  then  summing  over  the  lattice  degrees  of 
freedom  as  described.  This  gives 

=  [ffo  +  Hf,  *1  +  p\]  .  (45) 

Clearly,  the  first  term  on  the  right-hand  side  is  the  electronic  motion  within 
whatever  effective  mass  approximation  may  be  suitable.  The  second-term 
is  the  electron-lattice  interaction.  The  trace  over  the  lattice  coordinates  is 
equivalent  to  the  summation  over  the  phonon  wavevectors  in  the  electon- 
phonon  interaction. 

At  this  point,  it  is  important  to  project  out  the  desired  part  of  the  electron 
density  matrix,  which  is  usually  the  one-electron  equivalent  density  matrix. 
This  will  be  done  by  the  use  of  projection  operators.^”  To  begin,  (45)  is 
Laplace  transformed,  with  z  taken  to  be  the  Laplace  transform  variable  con¬ 
jugate  to  the-  time.  Then 

(j  +  jd.)  ft  =  +  ft(0)  ,  (46) 

where  =  Hq  +  Hf,  and  the  superoperator  notation  for  the  commutators 
has  been  used.  We  now  obtain  the  one-electron  density  matrix  through  the 
projection  operator  P  through^®^*^®® 

Pel=Ppe,P^  =  P.Q=l-P.  (47) 

This  particular  projection  operator  commutes  with  the  trace  over  the  lattice 
variables,  so  that  we  may  define  a  scattering  operator  as 

tp.i  ~  TrUPHeLP}  ■  (48) 

With  these  definitions,  (46)  can  now  be  written  as*^ 

ft,  ( j)  =  P- - U- prtft(O) .  (49) 

ths  —  He  —  ^ 
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It  is  clear  at  this  point  that  one  only  needs  products  of  various  projections  of 
the  resolvent  operator  (the  fraction  term  above),  and  the  projection  operator 
identity^ 


—  =  f 

-H  \ 


P  +  Q 


1 


s-QHQ 


QHP^ 


s-C- PHP 
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Q. 

QHP 


(50) 

(51) 


The  latter  term  connects  a  "diagonal”  element  to  an  off-diagonal  element, 
and  then  reconnects  them  by  the  conjugate  operation,  so  clearly  relates  to 
a  second-order  interaction  of  the  one-electron  density  matrix  through  the 
electron-lattice  interaction.  This  leads  us  to  rewrite  (48)  as 


£/>.. W  =  +  k.)^- — ■.yl  +  k.)Pp]  .  (52) 

ths  -  Q{H^^  +  He)Q 


The  temporal  equation  is  obtained  again  by  retransforming  the  density 
matrix.  This  results  in  the  quantum  kinetic  equation 

=  -\Pk.Pp»  t')p»  ((-)*' .  (53) 

0 

Clearly,  the  first-term  on  the  right-hand  side  gives  rise  to  the  spatid  vari¬ 
ations  of  the  one-electron  density  matrix  that  appear  in  (22),  including  the 
potential  terms.  The  last  term  on  the  right-hand  side  is  the  scattering  term, 
which  has  been  ignored  in  the  discussions  above.  This  term  incorporates 
retardation  of  the  scattering,  j^hich  by  itself  is  a  great  difference  from  the 
Boltzmann  equdton.  On  the  other  hand,  if  the  scattering  term  E  varies 
slowly,  then  the  convolution  integral  can  be  separated,  eind  the  Boltzmann 
transport  equation  reasserts  itself  as  the  semi-classical  limit.  Indeed,  to  low¬ 
est  order,  the  scattering  integral,  the  last  term  on  the  right-hand  side  of  (53) 
is  readily  shown  to  give  the  Fermi  golden  rule  for  perturbation  theory.  The 
essence  of  the  argument  here,  is  that  the  electron-phonon  interaction,  the 
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electron-impurity  interaction,  and  even  the  electron-electron  interaction  can 
all  be  treated  by  perturbation  theory,  so  that  the  one-electron  (or  one-hole) 
treatments  developed  in  the  preceeding  paragraphs  are  all  the  equilibrium, 
or  zero-order,  formulations  to  begin  with,  and  the  higher-order  interactions 
will  work  to  perturb  these  solutions. 


6.  The  Kubo  Formula  and  Langevin  Equations 

Although  a  kinetic  theory,  such  as  that  of  the  above  paragraphs,  is  usu¬ 
ally  used  as  the  basis  of  trsuisport  theory,  there  are  alternative  approaches 
tied  rather  directly  to  the  use  of  correlation  functions,  either  within  a  lin¬ 
ear  response  formalism  or  with  a  Langevin  equation  formalism.  The  latter 
has  existed  for  quite  some  time,  but  the  formal  development  of  the  linear 
response  formalism  is  relatively  recent,  following  the  work  of  Kubo.^  As 
this  approach  is  often  used,  we  will  review  it  in  this  section  and  then  relate 
it  to  the  various  moment  equations  that  can  be  obtained  from  the  kinetic 
transp>ort  equations. 

A.  The  Kubo  Formula  and  Correlation  Functions 

In  the  Kubo  approach,  it  is  desired  to  find  the  response  of  the  coupled 
electron-phonon  system  to  a  time-dependent  perturbation  by  calculating  to 
lowest  order  the  change  in  the  density  matrix.  As  earlier,  the  Hamiltonian 
is  written  in  the  form  (44).  The  difference  here  is  that  it  is  the  electric  field 
term  Hp  that  is  taken  to  be  the  perturbing  potential.  The  quantity  that  is 
of  interest  is  the  current  response  to  this  electric  field;  e.g.,  the  field  is  the 
forcing  function  and  the  current  is  the  response  to  that  force.  To  show  this 
in  detail,  the  field  (assumed  to  be  an  a.c.  field  for  the  moment)  is  written  in 
the  vector  potenti2Ll  gauge,  so  that  the  perturbing  Hamiltonian  term  may  be 
written  zs 

Hf  =  J  <Pr  A(r,t)-j(r) ,  (54) 

where  j(r)  is  the  paramagnetic  part  of  the  symmetrized  total  current  opera¬ 
tor.  Now,  one  can  either  transform  everything  into  the  interaction  represen¬ 
tation,  keeping  just  the  lowest  order  terms  in  the  exponential  expansion  (35) 
for  linear  response,  or  expand  the  density  matrix  in  the  Liouville  equation 
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(21).  The  latter  approach  is  used,  although  the  end  result  is  the  same.  The 
density  matrix  is  expanded  as 

P  =  Po +  «/>(<),  (55) 

where  pa  describes  the  system  prior  to  the  application  of  the  perturbation 
and  is  thus  a  system  in  which  the  electrons  and  the  lattice  are  in  equilibrium 
with  each  other,  and  with  any  internal  electric  fields  that  may  result  from 
inhomogeneous  distributions  of  dopants  within  the  semiconductor  device. 
The  linearized  Liouville  equation  is  then  given  by 

=  [H,  Sf(t)]  (56) 

=  0  .  (57) 

Here,  H  =  Ho  +  Hi,  +  HeL‘  The  linear  perturbation  in  the  density  matrix 
can  then  be  obtained  to  be 

t 

Sp(t)  =  J  df[poy  .  (58) 

0 

In  this  last  equation,  it  has  been  assumed  that  the  perttirbing  Hamiltonian 
has  its  own  time  variation  (which  is  the  case  for  the  field  in  the  vector  po¬ 
tential  gauge),  but  v2Lnishes  for  negative  times.  The  exponentials  in  the 
unperturbed  Hamiltonian  and  the  time  variation  of  the  perturbation  will  re¬ 
sult  in  the  current  operators  winding  up  as  the  interaction  representation, 
although  we  did  not  begin  with  it.  It  should  be  noted  that  the  equilibrium 
density  matrix  produces  no  current,  so  that 

t 

<  J(r,  ()  >  =  rr{J(r.  ()«()}  =  j  /  *Tr{^[7fH<').i(>-,  <')])  .  (59) 

0 

where  the  cyclic  properties  of  the  trace  have  been  used,  the  displacement 
current  has  been  ignored,  and 

j(^,0  =  e-‘■'^‘/*j(^)e•"‘/^  (60) 

It  is  possible  to  uncouple  the  retardation  that  appears  in  (59),  by  taking 
the  Fourier  transform  of  this  equation  and  recognizing  that  the  electric  field 
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is  related  to  the  vector  potential  by  F(r,a>)  =  ta;A(r,a;).  This  leads,  for  a 
homogeneous  electric  field,  to  the  result  for  the  conductivity 

aafi{T,uj)  =  ^  / d®rTr{/>oL7a(r,a;),;>(r',u;)]}  ,  (61) 

which  is  homogeneous  only  for  size  scales  large  compared  to  the  inelastic 
mean  free  path.^*"  The  term  in  the  ensemble  average  (the  trace  operation) 
is  a  retarded  two-particle  Green’s  function.  It  has  an  imaginary  part  which 
must  be  canceled  by  the  displacement  current  at  equilibrium,  since  the  con¬ 
ductance  is  a  real  quantity  at  zero  frequency.  There  have  been  many  dis¬ 
cussions  through  the  ye2rs  about  the  accuracy  2aid  applicability  of  the  Kubo 
formula  (61),^^  but  it  has  now  been  fairly  well  established  that  it  is  accu¬ 
rate  and  gives  results  that  agree  with  other  treatments.  Kubo  himself  used 
the  approach  to  give  one  of  the  first  detailed  qu2uitum  treatments  of  high 
magnetic  field  galvanomagnetic  effects.**® 

One  important  consequence  of  the  discussion  here  is  that  the  current 
response,  and  the  conductivity,  is  now  defined  in  terms  of  the  fluctuations 
of  the  current  itself.  In  essence,  this  is  just  the  correlation  function  (or 
Green’s  function)  that  appears  in  the  integral,  and  is  a  verification  of  the 
importance  of  the  fluctuation-dissipation  theorem.  The  current  that  flows 
(the  conductivity)  is  determined  directly  by  the  dissipation  arising  from  the 
presence  of  the  scattering  processes  and  the  electric  field.  The  correlation 
function  describes  these  fluctuations,  and  the  Kubo  formula  is  no  more  than 
a  direct  statement  of  this  important  theorem.  In  fact,  it  is  a  powerful  tech¬ 
nique  with  which  to  calculate  the  noise  properties  of  mesoscopic  (as  well  as 
macroscopic)  conductors.*^®  Since  the  correlation  function  involves  the  fluctu¬ 
ations  due  to  scattering  processes,  it  directly  incorporates  these  interactions 
within  the  calculation  of  the  two-particle  Green’s  function.  Indeed,  the  role 
of  carrier-carrier  scattering  in  weak  localization,***  and  of  impurity  scatter¬ 
ing  in  universaJi  conductance  fluctuations  utilize  this  approach,®®’®®  even  in 
inhomogeneous  field  situations  such  as  these.  Even  in  the  so-called  ballistic 
limit,  (61)  can  be  extended  to  study  the  a.c.  response  of  quantum  wires 
effectively.*** 

The  Kubo  formula  (61)  is  valid  at  finite  temperatures  and  for  transverse 
as  well  as  longitudinal  fields.  At  low  frequencies,  however,  there  is  a  problem 
related  to  the  coefficients  in  front  of  the  integral.  This  is  related  to  the 
fact  that  the  vector  potential  diverges  at  zero  frequency  is  approached.  To 
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get  around  this  problem,  the  derivation  can  be  modified  by  the  use  of  an 
approach  outlined  by  Mahan.^^^  For  this  approach,  the  commutator  that 
appears  above  is  rewritten  using  the  identity 


[/■{-O.  A.)  =  ihfio  J  ,  (62) 

0 

which  is  easily  proven  using  the  properties  of  thermal  Green’s  functions,  with 
P  =  l/kaT.  With  this  identity,  the  conductance  (61)  can  be  rewritten  as 


t  P 

<y«/9(r,  0)  =  y  di'  j  dp'  j  <i^rTr{poi«(r',  -t  -  ihP')jp{T))  .  (63) 

0  0 

Although  this  result  no  longer  contains  the  frequency,  it  still  contains  a  nonlo¬ 
cal  integration  over  the  position  variables,  and  still  assumes  that  the  electric 
field  is  uniform  throughout  the  active  region.  It  should  also  be  noted  that  the 
expectation  value  is  now  a  proper  correlation  function  and  no  longer  contuns 
a  commutator  product. 

At  this  point,  it  is  important  to  point  out  that  roe  have  made  a  significant 
shift  in  theoretical  emphasis.  Until  this  section,  the  entire  set  of  deriva¬ 
tions  and  considerations  has  focused  upon  the  streaming  terms  of  the  kinetic 
equations,  and  not  upon  the  relaxation  and/or  scattering  terms.  With  the 
present  discussion  of  the  Kubo  formula,  the  opposite  has  now  occured,  in 
that  here  we  are  focusing  upon  the  relaxation/scattering  terms  that  give  rise 
to  the  fluctuations  and  the  streaming  terms  have  been  buried  in  reaching 
the  Kubo  formula  (63).  To  be  sure,  the  two  approaches  are  not  separable, 
and  one  must  still  evaluate  the  two-p£U'ticle  correlation  functions  that  are  the 
heart  of  the  Kubo  formula,  and  details  of  the  relaxation  effects  of  these,  two- 
particle  Green’s  functions  will  expose  the  overall  response  of  the  system. 
This  concentration  upon  the  dissipative  processes,  rather  than  the  details  of 
the  streaming  terms  will  also  be  present  in  the  next  paragraph. 

B.  Retarded  Langevin  Equations 

Another  alternative  to  transport  theory  depends  upon  the  (retarded) 
Langevin  equation  and  the  Onsager  relations.  In  this  approach,  the  time-rate 
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of  change  of  a  dynamic  variable,  such  as  the  velocity,  is  related  to  a  dissipa¬ 
tive  function,  or  to  a  series  of  forcing  terms  through  dissipative  coefficients.**® 
The  general  form  of  these  equations  is 

^  =  5:/ W<  -  <01 .  (64) 

*  0 

where  a  =  {a,-}  is  the  set  of  all  observables,  suitably  ensemble  averaged 
to  produce  the  c-number  observable,  and  the  Fk  are  the  thermodynamic 
forces.**®  The  memory  functions  Kik  are  time-dependent  correlation  func¬ 
tions,  just  as  in  the  Kubo  formula.  Indeed,  in  some  sense,  (64)  is  a  generalized 
form  of  the  Kubo  formuda.  The  general  approach  to  finding  the  equations 
that  make  up  the  set  (64)  is  to  expand  the  density  matrix  in  linear  response, 
as  done  in  (56)  and  then  use  this  to  compute  ensemble  averages  of  the  dy¬ 
namic  variables,  which  is  just  the  procedure  used  for  the  Kubo  formula.  It 
may  be  noted  that  the  ordinary  Langevin  equation  (absent  the  convolution 
integral  in  time)  may  be  obtained  if  the  thermodynamic  forces  vary  slowly 
on  the  scale  of  the  relaxation  forces,  and  the  memory  functions  vary  suffi¬ 
ciently  rapidly  (and  decay  sufiSidently  rapidly)  that  the  integral  over  time  is 
not  sensitive  to  the  final  time;  e.g.,  the  time  integrals  must  be  convergent. 

Advantages  to  using  the  Langevin  equation  approach  is  the  equal  treat¬ 
ment  of  the  frictional  (dissipative)  forces  (which  give  a  non-vanishing  result 
in  the  memory  function  integration)  and  the  fluctuating  forces,  which  aver¬ 
age  to  zero  in  any  time  integration.***  Moreover,  the  generalized  Langevin 
equation  is  a  reduced  description  of  the  system,  which  can  profit  from  the 
use  of  many  approaches  developed  for  statistical  physics.  While  it  can  be 
argued  that  this  approach  does  not  now  need  to  worry  about  the  density  ma¬ 
trix,  the  latter  is  inherent  in  the  treatment,  and  one  still  must  worry  about 
the  details  of  the  evaluation  of  the  m^nory  functions,  which  in  keeping  with 
the  Kubo  formular  are  two-particle  correlation  functions.  Nevertheless  it  is 
possible  to  take  the  generalized  Langevin  equation  beyond  linear  response 
to  treat,  for  example,  localization  of  the  carriers**®  and  high-electric-field 
transport.®*’**®”***  Because  one  must  inherently  calculate  the  memory  func¬ 
tion  as  a  many-particle  interaction,  it  is  easy  to  extend  it  to  a  many-body 
interaction.**®’**"* 

Over  the  past  few  years,  an  alternative  approach  has  cropped  up  to  gen¬ 
erate  these  Langevin  equations.  This  approju:h  is  given  many  names,  but 
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the  most  useful  is  force  balance.  We  can  understand  this  approach  Trom  the 
simple  fact  that,  in  analogy  to  the  Liouville  equation,  the  time  vaiiation  of 
the  expectation  value  of  an  operator,  which  itself  is  not  an  explicit  function 
of  time,  is  given  by 

^  =  i(lH..)).  (65) 

At  first  sight,  these  results  appear  to  be  the  same  as  those  of  the  retarded 
Langevin  equation  above,  and  in  some  cases  this  is  the  proper  interpretation. 
However,  the  manner  in  which  these  force  balance  equations  has  been  xised  is 
to  calculate  the  resistivity^  and  not  the  conductivity.  Recall  that  it  is  the  field 
(or  the  potentials)  that  aire  applied  to  the  system,  and  it  is  the  current  which 
is  the  response  of  the  system,  so  that  the  proper  Kubo  formula,  or  Lamgevin 
equation,  deals  with  the  conductivity  or  the  momentum,  respectively,  for  the 
response.  Much  of  the  literature  on  the  force  balance  arises  from  Ting  and  his 
colleagues,*^  although  Peters  and  Devreese**®  have  also  used  this  approach 
to  compare  the  force  balance  with  the  Feynman  path  integral  approach.  In 
principle,  the  evaluation  of  the  resistivity  is  conceptually  thought  to  be  easier 
since,  for  weak  scattering,  one  only  has  to  keep  the  low  order  terms.  However, 
this  approach  has  been  criticized  rather  heavily,  and  there  is  an  indication 
that  the  correct  evaluation  of  the  resistivity  (and  corresponding  coefficients 
for  other  equations  than  the  current)  still  requires  an  infinite  summation 
over  terms,  even  for  weak  scattering.***  While  the  former  authors  feel  that 
they  have  answered  (successfully)  such  criticism,  the  approach  remains  con¬ 
troversial  in  many  aspects,  particularly  as  many  approximations  made  in  the 
earlier  formulations  reduced  the  scattering  integrals  to  the  Fermi  golden  rule 
and  to  Boltzmann  transport.*** 

One  problem  with  this  approach  is  that  (65)  requires  some  sort  of  ensem¬ 
ble  average  to  be  performed,  and  the  question  is  just  which  ensemble  is  to  be 
used.  Obviously,  it  is  not  the  equilibrium  ensemble,  since  there  is  no  current 
in  this  ensemble.  Thus,  the  non-equilibrium  distribution,  or  density  matrix, 
must  be  computed  as  part  of  the  problem,  and  this  part  of  the  problem  is  of¬ 
ten  ignored.  In  particular,  the  nature  of  the  distribution  can  affect  the  quan¬ 
tum  corrections  to  the  streaming  terms  in  the  quantum  kinetic  equations.  On 
the  other  hand,  more  recent  calculations,  explidtly  using  a  quasi-equilibrium 
density  matrix  (as  will  be  discussed  in  the  next  section),  yield  results  that 
are  in  keeping  with  other  approaches.**®’**®  With  the  quasi-equilibrium  den¬ 
sity  matrix  approach,  the  results  seem  to  be  equivalent  representations  of  the 
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Retarded  Langevin  Ex^uation  and  the  Kubo  formula. 

These  approaches  have  been  applied  to  a  variety  of  problems,  in  which 
estimates  of  the  correlation  functions  have  been  made  through  explidt  cal¬ 
culations,  such  as  in  the  case  of  noise  and  high-electric-field  transport. 
Transport  in  quasi-two-dimensional  systems  and  wires  has  also  been  consid- 
236-239  2^  nonlinear  transport  with  nonequilibrium  phonons.^ 


7.  Boltzmann- Like  Approaches 

The  Boltzmann  transport  equation  (1)  has  been  studied  for  a  great  many 
dec2ules,  and  a  considerable  insight  into  its  functioning  now  exists.  On  the 
other  hand,  quantum  transport  has  been  studied  for  a  considerably  smaller 
amount  of  time,  and  in  most  cases  such  insight  is  nonexistent.  For  this  reason, 
many  theoretical  approaches  have  been  dmed  at  trying  to  establish  (1)  as 
a  result  of  a  limiting  process  from  a  more  fimdamental  quantum  basis,  that 
is,  one  attempts  to  determine  a  quanttun  Boltzmann  equation.’^^  In  general, 
these  approaches  do  not  simply  reduce  to  the  normal  Boltzmann  transport 
equation,  since  the  proper  manner  in  which  to  take  the  limit  has  never  been 
defined  well.  Ne  ertheless,  these  derivations  have  been  pursued  for  quite 
some  time.^  In  general,  however,  it  is  necessary  to  formulate  the  problem 
with  one  of  the  more  exact  quantum  transport  equations,  and  then  connect 
one  of  the  qu&ntum  distributions  to  the  semi-classical  Boltzmann  distribution 
through  some  sort  of  ansatz.“^’*^  This  approach  tends  to  work  well  when  the 
major  problem  is  one  of  high  scattering  rates  in  an  otherwise  weak  scattering 
process.^  In  most  cases,  the  results  look  jrist  like  the  Boltzmann  equation, 
although  some  novel  approaches  have  been  suggested.^^ 

In  most  cases,  the  quantum  transport  may  be  cast  into  the  form  of  the 
Boltzmann  equation  from  e.g.  real-time  Green’s  functions.  Then  knowm 
forms  for  quantum  animals  such  as  the  polarization^^  or  polaron  effect^^^ 
can  be  used  in  the  transport  equation  as  scattering  terms.  In  other  cases, 
the  major  quantum  mechanical  effect  is  the  dynamic  change  of  the  den¬ 
sity  of  states,  such  as  in  Landau  quantization,  and  this  can  be  incorporated 
within  (1)  by  using  a  multi- band  picture, although  this  is  sometimes 
done  through  the  force-balance  equation,  which  is  subject  to  the  concerns 
mentioned  above.  Other  effective  approzudies  use  the  real-time  Green’s  func¬ 
tions  to  treat  the  quantum  transport,  and  the  limit  is  approached  through 
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taking  the  equal  time  results,  so  that  variations  in  densities  are  the  main 
result.^®®"*®*  In  this  latter  case,  the  equation  of  interest  is  a  moment  of  the 
kinetic  transport  equation,  which  relates  it  to  the  approach  of  the  last  section, 
although  many  higher  order  moments  can  be  used  as  well.^ 

The  major  point  to  be  made  here  is  that  the  transition  from  quantum 
to  classical  (or  semi-dassical)  transport  must  be  approached  carefully,  and 
the  proper  route  is  not  at  all  obvious.  Consequently,  some  of  the  more 
obviously  useful  approaches  are  through  moments  of  the  transport  equations 
themselves,  as  there  is  often  a  more  obvious  connection  between  the  quantum 
and  classical  worlds.  This  was  the  basis  of  the  previous  sub-section,  as  well 
as  the  next.  Nevertheless  the  transition  often  incorporates  effects  which  are 
not  present  in  the  classical  world  and  make  the  limiting  process  difficult  to 
achieve. 


8.  Moment  Equations — ^The  Transition  from  Classic 
cal  to  Quantum 

The  disciission  of  the  previous  two  sections,  r^arding  how  to  achieve 
force  balance  (or  other  balance)  equations  in  a  mdhod  which  does  not  uti¬ 
lize  the  rigor  of  the  Kubo  formula  (or  the  equivalent  retarded  Langevin  equa¬ 
tion),  suggests  that  one  should  iq)proach  this  topic  with  a  great  deal  of  care. 
Foremost,  it  is  important  to  know  that  the  ensemble  averages  that  must  be 
computed  in  e.g.  (64)  depend  upon  the  details  of  the  ensemble,  or  distri¬ 
bution  function,  itself,  so  that  this  crudal  computation  must  still  be  carried 
out.  In  many  situations,  it  is  possible  to  create  a  quasi-equilibrium  distribu¬ 
tion  function,  which  is  parameterized  in  the  observables.  For  each  of  these 
parameters,  an  equation  of  motion,  describing  its  temporal  evolution,  must 
be  formulated — this  leads  to  the  set  of  so-called  balance  equations.  This  ap¬ 
proach  is  quite  old,  having  been  basically  studied  for  more  than  half  a  century 
(not  counting  the  work  on  the  classical  Boltzmann  transport  equation).  The 
structure  of  this  is  that  the  evolution  must  be  decoupled  from  the  initial 
condition,  usually  by  inter-particle  scattering,  so  that  a  quasi-equilibrium 
density  matrix  may  be  defined  by  its  integral  invariants.^  Indeed,  it  may 
generally  be  said  that  the  quasi-equilibrium  density  operator  may  be  written 
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(66) 


p  =  exp  Z-Y^fkPk  , 
k 

where  Z  is  the  partition  function,  fk  is  the  integral  invariant  force,  and 
Pk  is  the  conjugate  quantum  mechanical  operator.  Examples  of  these  are 
the  Fermi  energy,  the  average  momentum,  and  the  inverse  temperature 
for  forces,  which  are  proportional  to  the  conjugate  force  for  the  number, 
momentum,  and  energy  operators,  respectively.  To  each  of  these  pairs,  we 
must  have  a  "balance”  equation  which  describes  the  temporal  evolution  of 
the  appropriate  quantity.^  In  many  cases,  these  balance  equations  offer  a 
more  convenient  method  of  solving  for  transport  properties,  or  for  modeling 
devices,  than  the  more  detailed  full  solutions  of  the  appropriate  quantum 
mechanical  distribution. 

Even  with  this  approach,  one  is  still  faced  with  the  manner  in  which  the 
classical  limit  should  be  approached.  Consider  for  example  (27)  which  can 
be  rewritten  in  the  form  (in  the  absence  of  scattering) 

I  -  |)WR.»)  =  0  .  (67) 

It  would  be  nice  to  accept  the  classical  limit  of  this  equation  as  the  Boltz¬ 
mann  equation  (1).  For  this  to  be  the  case,  however,  several  assumptions 
and  limits  must  be  introduced.  One  that  is  not  too  difficult  to  make  is  that 
the  corresponding  momentum  is  given  by  p  =  Indeed,  this  is  the 

result  expected  from  the  transformation  into  the  Wigner  formulation.  The 
next  term  is  more  critical.  To  obtain  the  classical  force  term  in  (1)  requires 
expanding  the  potential  in  a  Taylor  series,  and  then  associating  the  differ¬ 
ence  coordinate  with  which  again  is  not  unusual  as  it  connects  p 

and  s  as  conjugate  operators.  The  problem  arises  in  the  fact  that  we  must 
also  limit  the  potential  to  be  of  no  higher  power  than  quadratic  in  the  coordi¬ 
nates.  This  is  just  not  the  normal  case,  and  we  must  face  the  fact  that  if  the 
potential  varies  with  higher  powers  than  quadratic,  the  quantum  transport 
equation  will  not  reduce  to  the  classical  one!  There  will  be  extra  terms  that 
represent  these  higher-order  variations;  indeed,  these  extra  terms  correspond 
to  the  Wigner-Kirkwood  expansion  used  in  estimating  the  Wigner  transport 
equation.  But  this  behavior  is  just  the  situation  that  is  expected  from  the 
density  variation  shown  in  Fig.  1  above.  It  is  clear  that  we  do  not  approach 
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the  classical  limit  by  simply  lettin?  ft  _  n  i-  • 
volved  than  this.  As  a  finSfuustratiot  of  this^ 

<listnbution  function  is  finally  obtained  bv  f  -T  classical 
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variables)  are  evaluated.  ^  (''*^>th  respect  to  the  difference 
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other  approaches  have  been^  n«»tion«i: 
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To  this  end,  we  write  the  adjoint  of  the  RI  quantum  potential. 

-d  ■'»-to«mrdinatest“:i:t 

at  *t  tot  .  Ptocesses) 


where 


^  =  ~o-«*attermgpro<«..s) 

S0  IffmaRt  ■*‘2masJ/^“('«''>(2»- V)K(a)Jp,  (68) 

2(«»h(|s .  V)te(R)]  =  [vi(R  ^  _  . 


Within  the  apprmdniton  that  th  '‘.7  2' " ‘''*‘"5^' ’  W 

nppraimated  as  linear  in  the 

density  matrix  may  be  found  from^J^’so  ^  «■*»  ‘b**  the 

where  the  first  term  is  found  form  the  equation  ^  ' 

«d  W(R.s)  ,  ^  (R..) ,  (7f) 

W,(R,s)+tf,(R,,)=  *t^ 

J  dwAJ|s-ii.|<W(R,s)-_^,.^(_(^j 

°(72) 
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Thus,  the  actual  potential,  and  an  additional  density-dependent  function, 
are  smoothed  by  the  exponential  Green’s  function.  Here,  Ao  is  the  thermaJ 
de  Broglie  wavelength  introduced  earlier.  The  exact  actual  relation  of  (72)  to 
either  the  Wigner  or  the  Bohm  potential  is  not  currently  known.  However, 
it  has  now  been  shown  that,  in  the  limit  of  slowly  varying  potentials  where 
only  low  order  terms  in  the  potential  expansion  are  treated,  (72)  reduces  to 
simply 

Um(lVQ(R,  s)  -I-  UoiK,  s)]  V(R,  0)  -I-  f/fl(R,  0) ,  (73) 

so  that  it  is  the  Bohm  potential  that  first  modifies  the  statistical  theniK>dy- 
namics  of  the  distribution  function. 


A.  The  Hydrodynamic  Moment  Equations 


The  density  matrix  has  the  usual  characteristics  that,  in  the  limit  s  — »  0, 
and  with  appropriate  other  limiting  processes  (e.g.,  in  connection  with  h),  it 
becomes  the  normal  density  n(R).  The  equation  of  motion  for  the  density 
matrix,  which  should  have  some  asymptotic  connection  with  the  Boltzmann 
equation  for  n(R),  is  obtained  from  the  Liouville  equation,  and  is  given  from 
(67)  as  (in  the  absence  of  dissipation) 


I  -  = 0 .  (74) 


Here,  the  sine  function  has  been  obtained  in  the  same  manner  as  the  cosine  in 
the  preceeding  paragraph  as  a  representation  of  the  two  displaced  evaluations 
of  the  potential.  We  note  that  this  last  term  leads  only  to  odd  orders  of 
derivatives  of  the  potential,  as  already  noted,  and  the  higher  orders  (higher 
than  the  first  order)  are  clearly  quantum  correction  terms  as  they  do  not 
appear  in  the  Boltzmann  equation.  If  we  now  take  the  limit  of  this  equation 
as  s  — >  0,  we  find 


dn 


..  rift  d^p 


m 


(75) 


where  we  have  used  the  operator  definition  of  the  momentum  given  above,  as¬ 
serting  that  an  averaging  process  takes  place  as  well.  This  is  the  well-known 
continuity  equation.  However,  there  are  some  problems  of  interpretation, 
since  in  the  absence  of  dissipation  the  transport  must  be  reversible.  In  a 
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strict  sense,  the  distribution  is  symmetric  across  the  diagonal  axis  (s  =  0), 
so  that  the  average  momentum  and  the  time  derivative  both  actually  vanish. 
The  equation  strictly  has  meaning  when  dissipation  in  the  system  (along  with 
the  proper  driving  forces)  create  asymmetries  in  the  density  matrix  and  drive 
it  out  of  equilibrium.  This  does  not  mean  that  we  cannot  create  an  {isym- 
metric  distribution  representing  ballistic  transport  through  a  dissipation-free 
region.  However,  to  do  so  requires  special  considerations  in  the  contacts 
(hence  the  need  for  treatment  of  an  open  system)  to  maintain  this  special 
distribution  function.^®  Then,  to  consider  (75)  as  having  meaning  separate 
from  the  speciai  situations  of  the  contacts  is  improper,  as  the  contacts  provide 
the  sources  and  sinks  of  nonequilibrium  carriers  that  make  up  the  asynunet- 
ric  distribution.  The  dissipative  terms,  which  will  be  discussed  below,  then 
provide  these  sources  and  sinks  on  a  local  scale  throughout  the  dissipative 
region  where  transport  is  being  considered.  Indeed,  it  is  impossible  to  de¬ 
fine  a  diffusion  or  drift  current  from  (74)  without  the  dissipative  terms,  as 
the  currents  due  to  these  processes  must  result  from  a  careful  balance  of 
driving  forces  and  dissipative  forces.  Neverthdess,  we  can  use  (TS)  to  define 
the  appropriate  moment  of  the  distribution.  Within  this  interpretation,  and 
limitations, 

Prfn(R)  =  ,  (76) 

and  the  trace  is  a  local  evaluation  which  produces  the  classical  (or  semi- 
classical)  density  variations. 

In  a  similar  fashion,  the  first-order  moment  equation  can  be  developed  by 
taking  the  derivative  of  (74)  with  respect  to  the  difference  variable.  Then, 
upon  passing  to  the  limit,  we  find 

|(p.n)  =  ^V.(ta0)-„(R)VK.  (T7) 

The  first  term  on  the  right-hand  side  is  the  normal  divergence  of  the  "mo¬ 
mentum  pressure”  tensor  in  the  classical  limit.  As  is  often  done  in  the  semi- 
classical  case,  we  may  approximate  this  by  taking  the  pressure  tensor  as  an 
isotropic  scalar  quantity  which  leads  to 


Using  our  quantum  potential  derived  above,  this  latter  quantity  becomes 


(79) 


where 


t/.// =  (»',  + £/,)-{W'(R)  +  |l^}.  (80) 


Thus,  the  effective  quantum  potential  is  the  difference  between  the  smoothed 
value  and  the  unsmoothed  value.  This  means  that  if  the  driving  functions,  the 
potential  itself  and  the  density  variations  that  respond  to  this  potential,  are 
slowly  varying  functions  on  the  scale  of  the  thermal  de  Broglie  wavelength, 
the  effective  quantum  potential  goes  away  and  is  not  a  factor.  In  this  sense, 
we  recover  the  classical  forms  for  the  balance  equations  in  the  limit  that 
the  spatial  variations  become  slow  on  the  scale  of  the  thermal  de  Broglie 
wavelength.  In  some  sense,  the  first  corrections  appear  at  a  WKB  level  of 
variation,  as  may  be  expected.  In  fact,  in  the  limit  in  which  the  potential  is 
slowly  varying  so  that  only  the  low  orders  of  the  potential  expansion  need 
be  maintained,  it  is  found  that  the  effective  potential  reduces  to  the  Wigner 
potential.  Thus,  while  the  statistical  mechanics  are  governed  by  the  Bohm 
potential  in  this  limit  (discussed  above),  the  transport  behavior  is  governed 
by  the  Wigner  potential. 

To  obtain  the  energy  equation,  we  need  to  take  the  second  derivative  of 
(74)  with  respect  to  the  difference  coordinate,  and  then  pass  to  the  limit  of 
vanishing  s.  For  this,  however,  we  need  to  evaluate  the  third  derivative  of  the 
density  matrix,  with  respect  to  this  difference  coordinate.  In  keeping  with 
previous  approximations,  this  leads  to  (again,  in  the  scalar  approximation 
with  no  dissipation  in  the  system)  the  energy  equation  (with  no  dissipation) 


dt 


[<E>  n(R)]  =  V- 


Hm 
•T - T  llIXl 

6m*  »-»o  5s® 


=  -^(VV)n(R),  (81) 
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and  the  term  in  large  square  brackets  may  be  evaluated  as 


ih^  d^p 
6m*  5s® 
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(82) 
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This  particular  form  of  the  energy  arises  from  the  particularly  simple  manner 
in  which  the  scalar  approximation  has  been  used  to  achieve  the  diagonal 
res\ilt.  A  more  careful  evaluation  of  the  full  tensor  approau:h  will  yield  a 
slightly  different  result,  and  some  of  the  numerical  factors  can  change  (for 
exaunple,  the  last  term  in  the  parentheses  often  appears  as  5/2  rather  than 
3/2).2«> 

We  note  in  these  developments  that  the  effective  quantum  potential  has 
contributions  from  both  the  spatial  variation  of  the  potential  and  from  the 
density  variation  that  is  a  response  to  that  potential  variation.  This  differs 
from  earlier  treatments,  in  that  early  WKB  expansions  easily  obtained  addi¬ 
tional  terms  in  a  Taylor  series  expansion  of  the  potential,  with  the  assertion 
that  this  connected  to  the  logarithm  of  the  density  through  a  simple  classical 
partition  function.  This  ^ 'oduced  an  effective  quantum  potential  that  is  one- 
third  of  the  Wigner  potential  Actually,  it  is  important  to  note 

that  the  form  of  the  effective  potential  arises  &om  the  manner  in  which  the 
second  and  third  moments  of  the  density  matrix  in  the  difference  coordinate, 
as  represented  by  these  respective  derivatives,  are  related  to  the  potential 
and  average  momentum  and  energy.^’^®^  Nevertheless,  it  is  not  possible  to 
simply  relate  the  higher-order  derivatives  of  the  potential  directly  to  the  den¬ 
sity  matrix,  as  the  actual  effective  potential  arises  from  the  self-consistent 
interactions  between  the  density  and  the  potential. 

B.  Applications  in  Modeling  Devices 

The  classical  hydrodynamic  equations  have  a  long  history  in  semicon¬ 
ductor  device  modeling.^”  The  extension  of  these  approaches  to  include 
the  modifications  of  the  statistical  mechanics  due  to  the  quantum  effects  has 
allowed  one  to  begin  to  model  smaller  devices  without  the  need  to  use  a 
fully  quantum  kinetic  approach.^®’^®^’^®®  Here,  we  concentrate  on  the  effect 
played  by  the  effective  quantum  potential  in  the  device.  Grubin  ei 
and  Gardner^®®  have  used  the  quantum  hydrodynamic  equations,  with  the 
effective  potential  taking  the  value  of  1/3  of  the  Wigner  potential,  to  model  a 
single  tunneling  barrier  and  a  DBRTD.  In  particular,  the  former  authors  com¬ 
pared  the  results  with  exact  calculations  using  the  density  matrix  directly, 
and  found  good  agreement  between  the  two  approaches.  For  the  transport. 
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a  Fokker-Plank  form  of  dissipation  was  added  to  (74)  in  the  form 


§£. 

dt 


\coll 


2s  dp  4£)s^ 
T  ds 


(83) 


In  Fig.  9,  the  effective  potential  is  shown  in  the  region  of  the  single  barriers 
described  by 


H(a:)  =  y  [tanh  -  tanh  ,  (84) 

where  Vq  =  0.5V,  a  =  15nm,  and  b  =  1.315nm.  It  can  be  seen  from  this 
figure  that  the  effective  potential  has  a  peak  that  is  almost  60%  of  the  actual 
potential  in  a  region  on  either  side  of  the  barrier. 

Using  the  Wigner  potential  itself,  Zhou  and  Ferry^  have  modeled  MES- 
FETs  in  GaAs  and  SiC,  and  HEMTs  in  the  AlGaAs/GaAs  and  strained- 
Si/GeSi  heterojunction  systems  for  ultra-submicron  gate  lengths  (Lg  <  O.l/xm) 
For  these  studies,  the  Wigner  potential  form  for  the  effective  potential  was 
used,  and  a  relaxation-time  approximation  was  used  for  the  dissipation,  as 


?£. 

dt 


\coU 


p(R)  -  po{K) 

r 


(85) 


Separate  relaxation  times  are  used  for  momentum  and  energy,  and  the  energy 
dependent  values  for  these  are  found  firom  ensemble  Monte  Carlo  calcula¬ 
tions  for  homogeneous  material.  It  should  be  remarked  that  po(R)  is  not  the 
equilibrium  Fermi-Dirac  distribution,  but  is  the  actual  spatially  dependent 
diagonal  density  matrix  found  self-consistently  with  the  built-in  potentials 
from  gates,  doping  variations,  or  barriers.  For  example,  in  the  DBRTD,  it 
is  the  density  appropriate  to  either  Fig.  6  for  the  density  matrix  or  Fig.  7 
for  the  Wigner  distribution  (which  gives  essentially  the  same  hydrodynamic 
equations).  Normally,  for  example,  one  expects  (85)  to  vanish  when  the  con¬ 
tinuity  equation  (75)  (the  lowest-order  moment  equation)  is  computed.  This 
is  true,  however,  only  so  long  as  the  local  density  remains  that  appropriate  to 
the  unbiased  self-consistent  potential.  In  active  devices,  the  density  can  de¬ 
viate  from  this  latter  value  when  applied  potentials  exist,  and  the  scattering 
decay  term  in  the  continuity  equation  corresponds  to  the  diffusive  restoring 
forces  that  work  to  reduce  the  charge  fluctuations.  In  essence,  these  are 
spatial  generation-recombination  terms  that  correspond  to  the  movement  of 
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charge  under  the  scattering  induced  diffusive  processes.  We  return  to  this 
point  later. 

Tn  Fig.  10,  the  effective  quantum  potential  is  shown  for  the  GaAs  ME^- 
FET.  Here,  the  potential  is  large  at  the  interface  between  the  active  layer 
and  the  semi-insulating  substrate,  as  well  as  around  the  gate  depletion  layer. 
The  quantum  potential  works  to  retard  channel  pinchoff,  leading  to  a  gen¬ 
erally  higher  current  through  the  device.  In  Fig.  11,  the  carrier  density 
profile  in  the  plane  normal  to  the  gate  (and  under  the  gate)  is  shown  for  a 
GaAlAs/GaAs  HEMT.  The  quantization  in  the  depleted  GaAlAs  layer  leads 
to  a  reduction  in  the  real-space  transfer  of  carriers  out  of  the  active  chan¬ 
nel.  On  the  other  hand,  the  tendency  of  the  quantum  potential  to  retard 
pinchoff  also  works  to  reduce  this  real-space  transfer.  These  two  effects  lead 
to  a  current  enhancement  of  as  much  as  20%  over  the  classical  results  (where 
the  quantum  potential  is  set  to  zero).  It  is  clear  that  the  quantum  effects 
will  be  quite  important  in  devices  with  gate  lengths  below  0.1  On 

the  other  hand,  it  is  clear  that  we  have  just  b^un  to  examine  the  quantum 
effects  that  can  occur  in  such  small  devices.  All  of  the  above  simulations 
have  been  either  one-  or  two-dimensional  simulations.  As  discussed  in  the 
introduction,  a  small  device  of  0.05  x  0.1  ftm  gate  (length  times  width)  will 
have  only  of  order  100  electrons  in  the  active  r^on.  This  suggests  that  the 
non-unifomuties,  and  the  individualness,  of  the  impurities  and  electrons,  will 
lead  to  significant  quantum  fluctuations.^^  In  fact,  Monte  Carlo  estimates 
of  the  inelastic  mean  free  path  in  Si  at  room  temperature  suggests  th2d;  this 
quantity  is  of  the  order  of  0.1  fim  at  low  fields  and  >  0.05  fim  for  fields 
up  to  10^  W  JccclV^  This  suggests  that  effects  such  as  universal  conductance 
fluctuations  may  be  observed  at  room  temperature  in  such  small  devices. 
To  fully  investigate  these  effects,  three-dimensional  simulations  are  required 
in  which  the  charge  is  a  set  of  spatially  localized  impurity  atoms  and  the 
corresponding  electrons,  rather  than  smoothed  distributions.  Or,  more  exact 
quantum  mechanical  simulation  approaches  are  required. 

III.  Modeling  with  the  Density  Matrix 

In  writing  the  density  matrix  as  in  (19)  or  (20),  it  is  assumed  to  be  a  sin¬ 
gle  particle  quantity.  In  fact,  the  density  matrix  starts  life  as  a  many-body 
quantity,^^  amd  it  must  be  projected  to  a  description  as  a  single-partide  den- 
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sity  matrix.  This  process  is  the  same  as  followed  in  Sec.  II.5.C.  In  essence, 
the  projection  operator  that  accomplishes  this  task  integrates  out  the  vari¬ 
ables  of  all  particles  except  for  one,  leaving  a  two-particle  interaction  which 
couples  the  one-particle  density  matrix  to  a  two-particle  density  matrix. 
Approximations  to  the  latter  term  particle-pairticle  lead  to  concepts  such  as 
Hartree  and  Hartree-Fock  interactions,  and  to  higher-order  scattering  pro¬ 
cesses  which  involve  dissipation. 


9.  Some  Considerations  on  the  Density  Matrix 

To  use  the  density  matrix  to  describe  transport  in  quantum  structures,  we 
must  find  a  set  of  governing  equations  that  describe  the  behavior  of  particles 
in  the  appropriate  structures,  including  the  role  of  scattering,  and  the  all 
important  effects  of  the  boundary  conditions.  In  this  sense,  the  situation 
is  exactly  the  same  as  for  the  classical  modeling  problem,  except  here  our 
equations  have  a  quantum  origin,  as  discussed  above.  A  key  issue  in  any 
modeling  problem  is  the  computation  of  the  current,  and  with  the  density 
matrix  this  may  well  be  the  most  difficult  part  of  the  problem.  In  this  section, 
we  will  attempt  to  illustrate  how  this  is  done  by  way  of  example,  and  use 
some  particularly  simple  cases,  such  as  Ohm’s  law,  before  proceeding  to  more 
complex  calculations  for  barriers.  We  will  do  this  in  somewhat  more  detail 
with  the  density  matrix,  than  with  the  other  approaches  to  be  discussed 
in  subsequent  sections,  because  the  basic  techniques  do  not  differ  in  most 
cases,  but  are  important  to  understand.  In  general,  dissipative  transport  is 
treated  through  a  perturbative  treatment,  as  introduced  in  the  proceeding 
section  through  the  interaction  representation.  This  appro2u:h  has  had  a  rich 
history.  The  density  matrix  approach  has  been  used  to  compute 

transport  in  the  presence  of  a  uniform,  high  electric  field  in  order  to  sense 
the  changes  arising  from  the  quantum  distribution  function.^"^  Monte 
Carlo  techniques  have  been  developed  to  study  transport  in  this  regime,“®*“® 
especially  for  studying  transient  transport.“^“*®® 

It  is  possible  to  work  with  a  density  matrix  that  is  described  in  the  mo¬ 
mentum  representation;  e.g.,  the  density  matrix  is  a  function  of  two  momen¬ 
tum  variables  rather  than  the  two  position  variables  in  (22).  Nevertheless, 
we  will  describe  only  the  case  in  the  position  representation,  for  which  the 
equation  of  motion  is  given  by  (22).  This  latter  equation  is  a  partial  differ- 
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ential  equation  permitting  specification  of  conditions  at  boundaries  as  well 
as  of  an  initial  condition  at  some  time  Iq.  For  those  situations  where  current 
flows  and  dissipation  is  an  issue,  such  as  in  actual  devices,  (22)  must  be 
modified  to  include  a  term  representing  the  decay  of  the  density  matrix  due 
to  scattering  processes.  We  will  spend  considerable  time  with  this  last  term. 
As  we  discussed  earlier,  the  problems  with  devices  involve  open  systems. 
If  the  boundaries  are  characterized  by  a  local  equilibrium,  as  is  often  the 
case,  the  form  of  the  density  matrix  may  be  obtained  from  the  semi-classical 
Fermi-Dirac  distribution  through  the  inverse  transform  of  (28).  To  date,  the 
description  of  transport  in  devices  has  been  confined  to  the  cases  where  the 
particles  are  free  in  two  directions  (one-dimensional  transport  through  the 
devices),  which  for  specificity  we  take  as  the  y  and  z  directions.  Hence,  we 
can  set  y  =  y'  and  z  =  z',  so  that  for  parabolic  bands. 


/)(x,iO  = 


Xd 


-  ^or(i) 


CO 


sin  -  x'yXi] 

1  -f  exp(/i  -  hf) 


(86) 


where  /t  =  EfkBT,  fip  =  EpIksT^  Xd  —  y/%^/2mkBT  (which  differs  from  the 
thermal  Debye  length  introduced  earlier),  all  energies  are  measured  from  the 
conduction  band  edge,  and  Ne  =  r(|)/(27r2A5).  In  the  limit  that  x  -*  x\  the 
terms  following  the  effective  density  of  states  become  just  the  Fermi-Dirac 
integral  Fi/3(/iip).  There  are  two  limiting  cases  that  may  be  easily  analyzed. 
In  the  high  temperature  limit,  where  Boltzmann  statistics  apply,  (86)  reduces 
to  the  Gaussian 


/?(x,  x')  =  TVc  exp 


4A2  . 


(87) 


For  a  material  such  as  GaAs,  Xd  at  room  temperature  is  4.7  nm  and  the 
effective  density  of  states  is  about  4.4  x  10'^  cm“®.  For  a  nominal  density 
of  10^^  cm“^,  the  Fermi  level  lies  about  1.5kBT  below  the  conduction  band 
edge,  which  is  borderline  on  the  applicability  of  the  non-degenerate  form. 

The  second  case  of  interest  is  the  low  temperature  limit,  the  so-called 
quantum  limit,  at  T  =  0.  Here,  the  Fermi  level  must  lie  in  the  conduction 
band  for  any  reasonable  carrier  density,  and  (86)  becomes 


p(x,x') 


^1  ji[kF{x  -  x')] 
kpix-x')  ’ 


(88) 
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where  ji(r)  is  a  spherical  Bessel  function.  In  the  limit  z  — ♦  z',  the  second 
fraction  becomes  simply  5.  One  of  the  earliest  applications  in  which  (88) 
appeared  was  a  discussion  by  Bardeen^  in  which  he  showed  that  the  electron 
density  profile  a  distance  z  from  an  infinite  potential  barrier  was  given  by 


n(z)  =  no 


3ji{2kFx) 
2  kpx 


z  >  0  , 


(89) 


and  zero  for  z  <  0.  Oscillations  in  the  density  occur  as  a  result  of  the 
spherical  Bessel  function  in  (88).  These  oscillations  depend  upon  the  Fermi 
wave  vector,  which  in  turn  is  a  function  of  the  density.  These  oscillations 
do  not  occur  in  the  non-degenerate  limit  of  (87).  A  more  exact  calculation 
that  interpolates  between  these  two  limiting  cases  can  be  expected  to  show 
a  gradual  damping  of  the  oscillatory  behavior  as  the  temperature  is  raised. 
This  is  shown  in  Fig.  12,  where  the  density  matrix  is  plotted  (for  a  homo¬ 
geneous  system)  as  a  function  of  the  off-diagonal,  or  correlation,  distance. 
It  may  be  seen  that  the  oscillations  are  quite  weak  already  ai  77  K,  and  do 
not  appear  at  300  K.  At  higher  densities,  the  oscillations  will  exist  to  higher 
temperatures. 

The  above  solutions  provide  some  indication  of  what  the  density  matrix 
coordinate  representation  profiles  are  for  the  cases  most  closely  related  to 
the  standard  classical  equilibrium  distribution  functions.  It  may  be  antici¬ 
pated,  purely  on  physical  grounds,  that  a  problem  examined  using  the  classi¬ 
cal  distribution  function  in  momentum  space  would  yield  the  same  physical 
results,  with  respect  to  the  observables,  as  obtained  in  the  coordinate  repre¬ 
sentation.  Consider,  for  example,  the  fact  that  the  Boltzmann  distribution 
eKp[—V{x)/kBT]  (recall  that  V  is  an  enCTgy — ^the  potential  energy).  If  we 
introduce  a  potential  step  of  amplitude  kBTln(lO),  classical  theory  leads  to 
the  conclusion  that  the  density  is  reduced  by  a  factor  of  10  (assuming  of 
course  that  we  are  talking  about  allowed  states  in  both  regions).  The  same 
basic  result  is  obtained  for  the  density  matrix,  but  if  the  temperature  is  low, 
so  that  the  above  oscillations  are  not  damped,  there  is  a  more  complex  tran¬ 
sition  region  between  the  two  asymptotic  potential  values.  This  is  shown  in 
Fig.  13  for  GaAs  at  T  =  0  and  a  doping  of  lO^^cm"®  in  the  region  with 
the  potential  and  an  order  of  magnitude  higher  in  the  region  in  which  the 
potential  is  V{x)  =  0. 

A  comparable  situation  with  respect  to  potential  energy  and  density  oc¬ 
curs  when,  instead  of  solving  a  non-self-consistent  equation  with  a  barrier, 
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we  solve  the  self-consistent  equ&tion  for  the  spatially  varying  density.  This 
is  shown  in  Fig.  14  for  the  same  doping  parameters  as  Fig.  13.  The  solution 
region  extends  for  100  nm  on  either  side  of  the  abrupt  change  in  the  doping-, 
e.g.,  the  potential  is  created  by  the  abrupt  change  in  doping  profile.  Again, 
the  solution  is  at  T  =  0.  No  attempt  is  made  to  develop  the  origin  of  the 
carriers,  rather  the  regime  is  chosen  because  the  detailed  values  of  the  density 
can  be  obtained  independently.  Here,  the  solution  to  the  equation  of  motion 
of  the  density  matrix  is  provided  self-consistently  by  also  solving  the  Poisson 
equation 

V  •  (eMVV'Wj  =  -e’  Wr,  r)  -  Nd(t)\  .  (90) 

There  axe  a  number  of  interesting  features  about  the  above  figures.  First, 
if  we  concentrate  on  the  shape  of  the  density  matrix  in  the  uniform  field 
regions  (away  from  the  transition),  the  ripples  in  the  density  matrix  indicate 
that  the  sharper  Fermi  edge  structure  plays  a  pronounced  role  as  the  tem¬ 
perature  is  lowered,  as  was  pointed  out  above.  In  addition,  the  curvature  of 
the  density  matrix  at  the  main  diagonal,  but  in  the  direction  normal  to  the 
main  diagonal,  is  more  pronounced  in  the  r^on  with  lower  potential.  This 
directly  relates  to  the  (average)  kinetic  energy  of  the  density  through”^ 


^(r)n(r)  =  lim 


(91) 


This  should  be  compared  with  the  same  form  in  (78).  As  the  temperature 
is  raised,  the  curvature  will  be  decreased,  as  the  particles  spread  and  thecor- 
relation  extends  further.  Moreover,  increased  density  results  in  increased 
curvature  due  to  the  increase  of  the  average  energy  by  the  increase  in  the 
Fermi  energy. 


A.  Statistics  of  a  Single  Barrier 

Consideration  of  the  situation  with  a  finite  barrier  offers  similar  insights. 
For  example,  if  the  barrier  is  sufficiently  wide  (the  characterization  of  suffi¬ 
ciently  wide  will  be  discussed  below),  we  expect  that  the  density  within  the 
interior  of  the  barrier,  far  from  the  potential  transitions,  is  describable  by  its 
classical  values,  again  assuming  that  this  region  remains  classically  allowed. 
This  case  is  showm  in  Fig.  15  for  the  same  amplitude  barrier  as  above;  that  is. 
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the  density  is  taken  to  be  10**cm~^  in  the  region  far  from  the  barrier  and  an 
order  of  magnitude  smaller  (classically)  within  the  barrier.  However,  when 
the  width  of  the  barrier  is  reduced,  there  is  an  increase  in  the  density  in  the 
central  region,  which  is  also  shown  in  Fig.  15(a).  While  the  explanation  of 
the  variation  of  the  density  through  the  barrier  region  is  describable  in  terms 
of  the  internal  wave  function  reflections  at  the  interfaces,  along  with  the  nor¬ 
mal  continuity  of  the  wave  functions  and  their  derivatives,  a  more  practical 
description  of  the  density  variation  may  be  found  using  the  quantum  poten¬ 
tial  Uq  introduced  in  the  previous  section.  By  comparing  the  density  matrix 
solutions  with  the  approximate  Boltzmann-like  solutions  using  the  quantum 
potential,  it  is  found  that  a  quite  good  description  of  the  variation  through 
the  barrier  can  be  obtained.^^  This  is  true  for  non-degenerate  statistics  for 
sure,  but  a  comparable  equivalence  has  not  yet  been  shown  to  be  valid  for 
strongly-degenerate  Fermi  statistics.  Even  so,  the  results  found  below  give 
strong  correlation  to  this  interpretation. 

The  quantum  potential  is  one  of  the  more  interesting  concepts  that  can  be 
probed  through  simple  solutions  of  the  density  matrix  equation  of  motion.  In 
this  sense,  the  density  matrix  can  be  solved  exactly  for  simple  barrier  prob¬ 
lems,  and  the  quantum  potential  can  then  be  calculated  from  the  resulting 
density  through  the  use  of  e.g.  (2).  For  example,  the  quantum  potential 
that  results  for  the  narrow  barrier  in  Fig.  15  is  shown  in  Fig.  16,  along 
with  the  non-self-consistent  potential  barrier.  Within  the  barrier,  where  the 
ciirvature  of  the  density  is  positive,  the  quantum  potential  is  negative  and 
the  net  result  is  that  the  effective  potential  energy  seen  by  the  electrons  is 
less  than  V{x).  This  results  in  a  density  that  is  larger  than  the  classically 
expected  value.  Immediately  outside  the  barrier  region,  where  the  density 
begins  to  increase  (and  has  a  negative  curvature),  the  quantum  potential  is 
positive  and  the  density  is  below  its  classical  value.  In  fact,  in  the  center  of 
the  barrier,  the  quantum  potential  for  this  example  has  reached  a  value  that 
almost  cancels  the  barrier  potential. 

We  can  extend  this  simple  evaluation  approach  to  the  case  of  a  single 
heterostructure  barrier,  such  as  occurs  at  the  interface  between  GaAs  and 
GaAlAs  which  is  modulation  doped  with  the  impurities  residing  in  the  lat¬ 
ter  material.  In  Fig.  17(a),  the  charge  distribution,  potential  energy,  and 
quantum  potential  are  shown  for  a  200  nm  region,  at  T  =  SOOAT,  in  which 
the  interface  lies  at  the  center  of  this  re^on.  The  doping  level  is  taken  to 
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be  in  the  GaAs  and  10**cm“^  for  the  GaAlAs  (which  is  the  region 

100  <  X  <  200nm).  In  addition,  the  composition  of  the  latter  material  is 
assumed  to  be  such  that  a  0.3  eV  barrier  is  created  by  the  offset  of  the  two 
conduction  bands.  It  is  easily  seen  that  there  is  a  reduction  in  the  carrier 
density  in  the  GaAlAs  near  the  interface,  with  a  resulting  formation  of  an 
inversion  layer  in  the  GaAs  adjacent  to  the  interface.  The  peak  in  the  den¬ 
sity  in  the  inversion  layer  is  actually  higher  than  the  background  doping  of 
the  GaAlAs.  It  should  be  noted  that  the  applied  potential  energy  difference 
across  the  interface  has  been  chosen  yield  flat-band  conditions,  and  is  equal 
to  the  height  of  the  barrier  plus  the  built-in  potential  of  the  "junction.”  For 
the  situation  where  the  charge  depletion  occurs  in  the  GaAlAs  at  the  het¬ 
erobarrier  interface,  the  amount  of  this  depletion  is  such  that  the  curvature 
of  the  potential  en^gy  within  the  vicinity  of  the  barrier  is  approximately 
constant.  As  a  consequence,  when  the  height  of  the  heterobarrier  increases 
there  is  an  increase  in  the  width  of  the  depletion  zone  on  the  GaAlAs  side 
of  the  structure.  Under  flat-band  conditions,  where  the  net  diarge  distri¬ 
bution  is  zero,  there  is  a  corresponding  increase  in  the  charge  on  the  GaAs 
side.  The  quantum  potential  is  negative  on  the  GaAlAs  side  of  the  junction 
and  tends  to  give  a  charge  density  that  is  actually  larger  than  the  classical 
value  that  would  be  eiqpected.  This  also  has  the  result  of  giving  a  slightly 
lower  value  on  the  opposite  side  of  the  junction  th2m  what  would  normally 
be  expected.  The  small  r^on  of  negative  quantum  potential  on  the  GaAs 
side  of  the  junction  is  a  consequence  of  oscillations  in  the  density  that  arise 
from  the  Fermi  distribution. 

B.  Multiple-Barrier  Structures 

The  simplest  multiple-barrier  structure  is  the  double-barrier  resonant¬ 
tunneling  diode,  which  was  introduced  previously  as  one  of  our  proto-typical 
quantum  devices.  The  characteristic  feature  of  the  multiple- barrier  structures 
is  the  existence  of  quasi-bound  states  between  each  pair  of  barriers,  (if  there 
are  more  than  two  barriers).  The  density  between  the  barriers,  as  well  as 
within  the  barriers  themselves,  depends  upon  the  potential  height  of  the 
barrier,  the  configuration  (spatial  variation)  of  the  barrier,  the  doping  levels, 
as  well  as  the  size  of  the  regions  between  the  barriers.  The  value  of  the 
quantum  potential  in  the  r^on  between  the  barriers  is  approximately  equal 
to  the  energy  of  the  lowest  quasi-bound  state,  relative  to  the  bottom  of 


60 


the  conduction  band.^  It  has  been  shown  previously  that,  in  the  absence 
of  current  normal  to  the  barriers,  the  total  eno-gy  in  this  region  is  given  by 
E  =  V{x)+Uq{x).^^^  We  show  this  by  considering  a  region  in  which  two  5nm 
barriers,  Q.ZtV  high,  separated  by  5nm,  are  placed  in  the  central  part  of  the 
simulation  region  (200nm  long).  The  doping  is  taken  to  be  10^*cm"^,  except 
in  a  central  40nm  region  in  which  it  is  reduced  by  two  orders  of  magnitude. 
In  Fig.  18,  we  plot  the  density  distribution,  the  donor  concentration,  the 
quantum  potential,  and  the  self-consistent  potential.  It  may  be  seen  that 
the  peak  density  in  the  center  of  the  quantum  well  rises  to  a  value  that  is 
about  40%  of  that  in  the  heavily-doped  r^ons.  The  quantum  potential,  as 
expected  from  the  above  discussion,  is  n^ative  in  the  barriers  and  is  positive 
in  the  quantum  well.  For  this  results  of  this  figure,  the  quantum  potential 
rises  to  approximately  84meV^,  which  is  quite  near  the  computed  value  of 
the  quasi-bound  state.  (If  the  barriers  are  reduced  to  200meV,  the  quantum 
potential  peak  is  reduced  to  about  70meV.)  The  connection  of  the  quantum 
potential  to  the  quasi-bound  state  is  an  important  feature  of  modeling  with 
the  density  matrix,  as  it  allows  an  easy  evaluation  of  bound  energy  levels  in 
complicated  structures. 

A  second  calculation  may  be  used  to  further  examine  the  expected  results. 
Here,  the  double-barrier  structure  above  is  placed  into  a  40nm  quantum  well, 
with  the  depth  of  the  well  a  variable.  As  the  depth  of  this  well  was  increased, 
the  quantum  potential  value  in  the  central  well  rem^ed  independent  of  posi¬ 
tion,  but  increased  slightly  in  value  due  to  the  extra  confinement  effect  of  the 
external  (large)  quantum  well.  When  this  larger  quantum  well  was  15QmeV 
deep,  the  quantum  potential,  and  hence  the  quasi-bound  level,  increased  to 
about  94meV.  For  this  condition,  the  various  observables,  and  the  quantum 
potential  are  shown  in  Fig.  19.  It  may  be  seen  from  this  figure  that  the 
density  between  the  two  barriers  has  increased.  Such  an  increase  has  at  least 
two  origins:  i)  the  increased  density  on  either  side  of  the  barriers,  due  to  the 
confining  effect  of  the  larger  well,  and  ii)  the  lowering  of  the  lowering  of  the 
quasi-boimd  state  relative  to  the  Fermi  level  in  the  heavily-doped  r^ons. 
The  quantum  well  itself  is  delineated  in  the  figure  by  the  subsidiary  offset  of 
the  potential  energy  at  the  boundaries  of  the  large  quantum  well. 

Frensley^  has  used  the  single-particle  density  matrix  to  study  a  double- 
barrier  resonant  tunneling  diode,  and  also  looked  at  the  case  with  more  built- 
in  barriers.  The  partial  differential  equation  for  the  density  matrix  was  solved 
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using  finite-difference  techniques  similax  to  those  used  to  solve  in  conventional 
semiocnductor  devices.  For  the  simulations,  he  treated  the  boundaries  as 
ohmic  contacts.  He  finds  that  the  methods  of  solution  are  easier  than  the 
Wigner  distribution  fucntion  (discussed  in  the  next  section),  but  are  more 
complicated  to  interpret,  as  may  be  inferred  from  the  above  discussion.  He 
assumed  50  nm  barriers  and  well,  and  used  a  heterostructure  offset  of  0.39 
eV.  This  work  is  the  first  step  toward  directly  calculating  the  properties  of 
real  quantum  devices,  and  points  out  the  importance  of  such  simulations  to 
gain  insight  into  the  operation  of  the  devices.  Nevertheless,  incorporation  of 
the  ohmic  boundary  conditions  greatly  complicated  the  numerical  simulation 
algorithm,  and  the  system  was  subject  to  the  growth  of  numerically  unstable 
modes.  This  continues  to  be  a  problem.  However,  we  point  out  below  that 
within  the  Wigner  formulation  there  exists  a  methodology  to  overcome  this 
problem. 

Groshev^  has  also  used  the  density  matrix  to  simulate  the  Coulomb 
blockade  (single-electron  tunneling)  regime  of  the  resonant  tunneling  struc¬ 
ture.  In  this  case,  he  used  a  three-dimensionally  configured  structure  in  an 
attempt  to  identify  lateral  modes  and  fine  structure  in  the  tunneling  current. 
However,  he  reduced  the  problem  to  a  pseudo-hopping  formalism  which  did 
not  need  to  carefully  study  the  spatial  charge  distribution  self-oonsistently, 
nor  did  it  carefully  examine  the  effects  of  the  boundary  conditions. 

10.  Dissipation  and  Current  Flow 

One  conclusion  we  can  draw  frrom  the  above  considerations  is  that,  for 
both  the  self-consistent  and  non-self-consistent  solutions  of  the  potential,  the 
solutions  for  the  density  and  the  potential  sufficiently  far  from  the  interface 
are  basically  the  same  as  that  expected  using  the  classical  Boltzmann  equa¬ 
tion.  When  current  flows  through  the  structure,  the  semi-classical  approach 
is  usually  pursued  either  by  drift-diffusion  or  by  hydrodynamic  approaches, 
or  through  more  extensive  simulation  of  the  Boltzmann  equation  through  en¬ 
semble  Monte  Carlo  procedures. Here,  we  want  to  begin  to  tmderstand 
how  current  trmsport  in  quantum  structures  can  be  treated  via  the  density 
matrix  equations  of  motion.  For  cases  where  the  ends  of  the  ’’device”  are 
heavily-doped  n'*’  regions,  boundary  conditions  on  the  numerical  procedures 
are  formulated  to  assure  that  the  numbers  of  particles  entering  the  "cathode” 
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end  of  the  device  is  equal  to  the  number  of  particles  leaving  the  ”2mode’’  end 
of  the  device  (for  electron  flow).  An  alternative  schema  is  to  adopt  proce¬ 
dures  which  incorporate  sufficient  dissipation  in  these  boundary  regions  to 
thermalize  the  carriers  to  a  near-equilibrium  distribution.  This  latter  schema 
should  yield  the  same  results  for  the  charge  and  potential  within  the  active 
portion  of  the  device,  but  the  major  problem  is  how  to  deal  with  the  dis¬ 
sipation  processes  within  the  simulations.  To  date,  only  very  approximate 
schemes  have  been  adopted,  but  it  must  be  emphasized  that  some  procedure 
for  treating  the  dissipation  must  be  adopted  if  transport  in  such  devices  is  to 
be  discussed  sensibly.  A  low-order  (Born  approximation)  perturbation  treat¬ 
ment  of  phonon  interaction  in  a  homogeneous  system  has  been  treated  with 
the  density  matrix  by  Argyres.^®®  Similar  approaches  have  been  used  for  het¬ 
erostructures. ^  A  more  extensive  renormalized  phonon  treatment  has  also 
been  treated  for  homogeneous  systems.*®^  We  will  follow  a  somewhat  dif¬ 
ferent  approach  here,  in  order  to  try  to  develop  an  effective  approach  for 
detailed  device  simulations. 

Following  Caldeira  and  Leggett, we  consider  a  system  A  interacting 
with  a  second  system  R  (which  is  taken  normally  to  be  the  reservoir)  and 
described  by  the  Hamiltonian  Ht  =  H  Hr  +  J?/,  where  the  latter  three 
terms  describe  system  A,  the  reservoir  and  the  interaction  between  the  two. 
Clearly,  we  can  follow  the  approach  of  Sec.  5.c,  and  define  the  projection 
operator  as  being  a  trace  over  the  reservoir  variables,  so  that  the  reduced 
density  matrix  is  described  by^^ 

Mr,r',<)  =  Ppir,r\X,X\t)  =  rrx.X'{Kr,r',X,X',0}  ,  (92) 

where  X,  X'  are  the  coordinates  of  the  reservoir.  In  this  approach,  we  do  not 
need  detailed  information  about  the  reservoirs,  only  information  about  their 
interactions  with,  and  influence  on,  the  electron  system  in  the  active  device 
region.  The  method  that  is  normally  invoked  is  to  develop  a  perturbation 
theory  for  the  interaction  and  dissipation  that  follows  from  both  internal  dis¬ 
sipative  processes  and  boundary  effects  (one  such  is  surface-roughness  scat¬ 
tering;  another  appears  as  changed  boundary  conditions  which  will  be  heavily 
used  in  the  next  section  on  Wigner  functions).  The  equation  of  motion  for  the 
density  matrix  (22)  is  rewritten  to  include  a  scattering  contribution,  which 
must  be  evaluated,  which  is  the  next  task. 

In  determining  the  form  of  the  perturbation  theory  result,  one  is  faced 
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with  a  variety  of  approaches  to  take.  One  approach  which  encourages  an  intu¬ 
itive  prescription  is  to  simply  determine  how  standard  Boltzmann  scattering 
terms  would  look  in  the  appropriate  coordinate  representation.  While  this 
will  lose  information  regarding  short-time  events  and  build-up  of  the  scatter¬ 
ing  process,  much  insight  is  gained  into  the  form  of  scattering  to  low-order 
in  perturbation  theory.  In  the  Boltzmann  picture,  when  Fermi  statistics  can 
be  safely  ignored,  the  scattering  rate  is  simply 


a/(r,k) 


dt 


di-as 


4jr3 


j  {/(r,  k)H'(r,  k,  k')  -  /(r.  k')lV(r,  k’,  k)}  , 


(93) 

where  the  scattering  processes  are  assumed  to  occur  locally  in  space  and 
W(r,  k,k')  is  the  standard  Femai-golden-rule  transition  probability.  Our  ap¬ 
proach  then  assumes  that  /(r,k)  replaced  in  the  quauitum  treatment  by  a 
Wigner  distribution  and  the  inverse  of  the  Weyl  transform  (28)  is  used  as 


,.(R  +  |.R-5)  =  i/<f>k/K.(r.k)«-*-,  '  (94) 

where  the  reduced  coordinates  (26)  are  used.  After  some  simple  manipula¬ 
tions,  the  scattering  term  (93)  becomes 


MM 


dt 


IdiM 


yrf’ky<i’k'{Mr.k)e-*-W^(r,k',k)[l-e-<^-'‘'-]}  , 

(95) 


where  p(R±)  =  />(R  -I-  |,R  -  |). 

The  structure  of  the  scattering  term  in  the  coordinate  representation  may 
now  be  obtained  from  (95),  at  least  as  the  scattering  is  derived  to  lowest  order 
in  the  Boltzmann  scattering  framework.  For  scattering  which  is  mainly  local 
in  space,  the  difference  coordinate  s  is  small,  and  the  second  term  in  the 
square  brackets  can  be  expanded  in  a  Taylor  series,  retaining  only  the  leading 
non-vanishing  term,  for  which 


dp{R±) 


dt 


IS 


'disB 


4x3 


J^k J <?k'{/».(r,k)e-**»'(r.k',k)(k'-k)}  . 


(96) 

It  may  be  recognized,  from  standard  semi-classical  treatment  of  scattering 
processes,^®^  that  the  integration  over  k'  produces  a  momentum  relaxation 
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rate.  Introducing  (28),  and  integrating  once  by  parts  on  the  s  coordinate, 
the  dissipation  rate  can  be  rewritten  as 


at 


\di»s 


=  -s~  j<ekl  <i"sXR± )<-*'— '>r(r,  k) .  (97) 


We  note  that  the  integration  over  k  incorporates  the  rapidly  varying  expo¬ 
nential,  which  in  turn  is  approximately  a  delta  function  on  the  difference  in 
the  nonlocal  variables,  so  that  one  really  a.chieves  an  average  value  of  the 
momentum  relaxation  rate,  and 


dt 


-r(r)s~^(Ri) . 


(98) 


This  term  can  now  be  added  to  the  Liouville  equation  (22)  on  the  right- 
hand  side  (after  multiplying  by  ihy  of  course).  This  form  of  the  dissipative 
term  has  also  been  discussed  by  Dekker,^  as  well  as  in  the  work  cited  ear¬ 
lier.^  Density  matrix  algorithms  for  modeling  devices  have  been  reported 
that  incorporate  the  dissipative  contributions  developed  here.^  Because  of 
numerical  difBctdties  at  higher  bias  levek,  modifications  to  the  scattering 
term  were  introduced  that  go  beyond  the  approximations  introduced  in  ax- 
riving  at  (98).  We  turn  to  these  next. 

One  may  note  that  it  is  possible  to  rewrite  the  dissipative  term  by  noting 
that  the  current  density  itself  is  a  function  of  the  non-local  variable,  through 
the  fact  that 


j(r,rO 


ihdpjRi:) 

m  ds  ’ 


(99) 


where  we  have  used  the  coordinate  transformation  (26).  Wit'  this  form  of 
the  current,  the  dissipation  term  can  now  be  rewritten  as 

=  -ipr(R)s-j(R-f|,R-|).  (100) 

The  current  term  can  now  be  rewritten  in  terms  of  a  velocity,  under  the  as¬ 
sumption  that  this  local  velocity  incorporates  any  diffusion  effects  directly, 
which  is  a  local  quantity  of  the  average  (center-of-mass)  coordinate,  or  j(r,  r')  w 
t;(R)/)(r,  r^).  Further,  it  may  be  noted  that  the  relaxation  rate  plays  a  nearly 


^/>(R±) 

dt 
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semi-classical  role  in  near  equilibrium,  in  that  the  potential  drop  between 
auiy  two  points  can  be  described  in  terms  of  this  dissipation  and  the  velocity, 
much  as  a  quasi-Fermi  level  is  introduced,  or 


r 

Epir)  —  EF(r')  =  —  J  •  v(u)Tnr(u) 


(101) 


For  small  values  of  s,  this  latter  equation  is  approximately  -s  ■  v(R)mr(R), 
and  the  dissipative  term  finally  becomes 


5p(R-f-f,R-f) 


dt 


diat 


=  j  [Ep(r)  -  Epir')]  p(R  +  R  -  |) ,  (102) 


so  that  the  dissipative  term  has  precisely  the  same  form  as  the  potential 
driving  term,  but  with  the  potentials  replaced  by  the  (quasi-)  Fermi  levels. 
This  has  the  result  of  creating  a  dissipative  term  on  the  right-hand  side  of 
(22)  that  is  still  real.  Side-by-side  calculations  at  low  values  of  bias  yield 
identical  results. 

The  manipulations  associated  with  the  above  discussion  were  predicated 
upon  finding  a  means  of  computing  the  current.  In  fact,  a  definition  of  the 
current  was  introduced  in  arriving  at  the  final  form  (102).  In  the  computa¬ 
tions  that  follow,  an  assumption  is  made  that  the  carriers  at  the  upstream 
boimdary  are  in  local  equilibrium  zuid  that  the  distributions  are  either  a 
displaced  Maxwellian  or  a  displaced  Fermi-Dirac  distribution.  This  implies 
that,  at  the  upstream  boundary,  the  zero  current  quantum  density  matrix  is 
replaced  by  /»(r,  r')  exp  v(R*j„,„^rv)'s]  •  Since  the  current  is  introduced  as 
a  boundary  condition  to  the  problem,  a  prescription  is  necessary  to  find  its 
value.  This  leads  to  an  auxiliary  condition. 

To  find  the  value  of  the  current  used  in  the  LiouviUe  equation  for  the 
density  matrix,  moments  of  the  revised  form  of  (22)  are  taken  in  the  same 
sense  as  those  of  Sec.  8.  Under  time-independent  conditions,  the  momentum 
balance  equation  (77)  can  be  written  as 


’"r(R)»(RV(R)  =  0 , 


(103) 


where  E  is  the  total  energy,  kinetic  plus  potential,  and  not  the  energy  per 
particle  as  indicated  in  (78).  Under  the  assumption  of  current  continuity,  and 
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the  condition  that  the  term  «(R)/9(R)  is  independent  of  distance  (Kirchoff’s 
current  law),  and  the  condition  that  the  total  energy  of  the  entering  and 
exiting  carriers  are  equal,  current  is  then  obtained  from  the  condition 

where  we  have  restricted  the  considerations  to  one  spatial  dimension. 

The  simplest  type  of  calculation  to  deal  with  is  that  of  a  free  particle. 
For  this  case,  with  current  introduced  as  a  boundary  condition  through  the 
above  approach,  the  resulting  density  matrix  is  complex.  The  real  part  is 
symmetric  in  s,  the  distance  from  the  prindple  diagonal.  On  the  other  hand, 
the  complex  part  (which  leads  to  the  current)  is  anti-symmetric  about  the 
principal  diagonal.  In  Fig.  20,  we  plot  the  real  and  imaginary  parts  of  the 
density  matrix  for  a  200nm  region  of  GaAs,  doped  to  a  level  of  10*’cm~^.  A 
small  bias  of  lOmeV  has  been  applied  across  this  length  (a  field  of  500  V/cm). 
It  has  been  assumed  that  F  corresponds  to  a  mobility  of  2580cm* /Vs, or  a 
scattering  time  of  0.1  picosecond.  The  mean  carrier  velocity  is  found  to  be 
about  1.3  X  10®cm/s.  Increasing  the  applied  bias  results  in  an  increase  in 
the  velocity  and  an  increase  in  the  kinetic  energy  of  the  carriers,  the  latter 
of  which  manifests  itself  as  increased  curvature  of  the  imaginary  part  of  the 
density  matrix  in  the  correlation  direction  (normal  to  the  principal  diagonal). 

Let  us  now  turn  to  a  non-uniform  sample  in  which  the  mobility  varies 
with  position  in  the  structure.  The  material  is  again  taken  to  be  GaAs, 
with  the  parameters  discussed  in  the  previous  paragraph  for  Fig.  20.  Here, 
however,  the  scattering  rate  will  be  greatly  increased  over  the  central  2nm 
of  the  structure.  On  the  basis  of  the  above  discussion,  this  decrease  in  the 
scattering  time  will  result  in  a  sharp  drop  in  the  quasi-Fermi  level  over  this 
region.  The  density  cannot  change  as  rapidly,  and  hais  a  characteristic  "De¬ 
bye”  length  over  which  it  clianges.  The  density  variation,  the  quasi-Fermi 
level,  and  the  potential  energy  are  shown  in  Fig.  21  for  two  cases  correspond¬ 
ing  to  an  increase  of  scattering  rate  by  one,  and  two,  orders  of  magnitude 
(actually  the  background  scattering  rate  also  is  varied  in  the  second).  In  Fig. 
22,  the  opposite  results,  for  a  central  region  with  lower  scattering  rate,  are 
shown.  For  the  case  where  the  cladding  region  has  a  higher  mobility  (lower 
scattering  rate),  most  of  the  potential  drop  is  across  the  central,  low  mobility 
region  (Fig.  21).  Conversely,  when  the  cladding  region  has  a  lower  mobility 
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than  the  central  region,  most  of  the  potential  drop  is  across  the  central  region 
(Fig.  22).  Of  course,  these  results  are  clearly  expected  from  classical  consid¬ 
erations.  What  is  not  usually  appreciated  is  that  both  cases  lead  to  strong 
variations  in  the  local,  self-consistent  density  and  in  the  resulting  quasi-Fermi 
levels.  It  is  these  regions,  where  the  density  varies  considerably  from  the  nor¬ 
mal  doping  levels  that  we  expect  to  see  the  largest  quantum-induced  changes 
in  the  results. 

We  now  turn  to  more  device-like  simulations.  A  single-barrier  tunneling 
structure  is  considered.  The  basic  structure  is  taken  to  be  GaAs  with  nominal 
doping  of  10^*cm~^.  A  central  30nm  region  is  assumed  to  be  unintentionally 
doped.  A  barrier  with  0.3eV  height,  and  lOnm  width,  is  placed  in  the  center 
of  the  lightly-doped  region.  The  scattering  time  is  assumed  to  be  constant 
throughout  the  structure  at  a  value  of  0.1  ps.  In  Fig.  23,  the  potential 
and  charge  density  are  shown  for  a  variety  of  applied  bias  levels,  ranging 
from  0  to  0.4  eV.  The  bias  is  applied  at  the  collector  boundary  (the  zero 
of  potential  is  maintained  at  the  source  end).  A  typical  pot^tial  well  forms 
on  the  source  side  of  the  barrier  as  the  bias  is  increased  (we  will  see  similar 
behavior  in  the  DBRTD  of  the  next  section).  In  all  cases,  the  potential 
decreases  essentially  linearly  across  the  barrier,  which  indicates  that  there  is 
little  charge  accumulation  (or  depletion)  in  the  barrier  itself.  On  the  other 
hand,  there  is  significant  charge  accumulation  on  the  source  side  of  the  barrier 
at  the  higher  bias  levels.  In  Fig.  24,  the  quasi-Fermi  level  (relative  to  the 
equilibrium  Fermi  level)  is  shown  for  the  same  bias  levels.  Most  of  the  change 
in  the  quasi-Fermi  level  occurs  xoithin  the  barrier,  and  on  the  collector  side  of 
the  barrier.  It  matches  the  applied  bias  well  at  the  boundaries,  as  required  for 
consistency.  The  current-voltage  curve  for  this  structure  shows  the  expected 
exponential  behavior,  although  the  charge  accumulation  modifies  slightly  the 
pure  exponential  behavior  of  simple  theory.  The  shape  of  this  latter  curve 
is  also  sensitive  to  the  exact  dimensions  of  the  tunneling  barrier,  since  this 
modifies  the  fr<u:tion  of  the  potential  which  is  dropped  across  the  barrier. 

11.  Further  Considerations  on  the  Density  Matrix 

A.  An  Alternative  Approach  to  the  Density  Matrix 

An  alternative  approach  to  dealing  with  transport  through  use  of  the 
density  matrix  has  been  proposed  by  lafrate  and  Krieger.^^  These  authors 
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considered  both  uniform  and  nonuniform  fields  in  an  approach  that  allowed 
them  to  examine  transport  on  a  short-time  scale.  For  example,  in  a  discussion 
of  electrons  interacting  with  impurities  and  a  homogeneous  time-dependent 
electric  field  in  the  momentum  representation,  they  used  first-order  time- 
dependent  perturbation  theory  to  obtain 

/>(k,  k'.  0  =  ^  /  •«'  (k'  k>  kk,  k,  ()  -  ^(k'.  k',  ()1 

to 
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which  contains  several  important  features.  First,  the  basis  functions  used  in 
obtaining  this  equation  axe  the  instantaneous  eigenfunctions  of  the  Hamilto¬ 
nian;  i.e., 

/fV*  =  ^  (P  -  eA)  •  (p  -  eA)  ,  (106) 


where 


^  - x)  •  (« - t)  •  - T  - 


and 

£(K,  t)  =  £b(K,  t)  +  (K  \H'\  K)  .  (108) 

Second,  the  off-diagonal  elements  of  the  energy  in  the  l2ist  equation  and  the 
density  matrix  itself  are  expressed  only  in  terms  of  the  perturbed  diagonal 
elements.  Thus,  initial  conditions  ^e  not  subject  to  the  usual  condition 
of  an  initial  equilibrium  state.  The  first-order  perturbed  density  matrix  in 
the  momentum  representation  was  used  to  obtain  the  time  rate  of  change  of 
the  diagonal  components  the.mselves.  The  exponential  term,  which  is  field- 
and  time-dependent,  permits  a  discussion  of  short-time  behavior  as  well  as 
the  long-time  energy  conserving  delta-function  behavior  representative  of  the 
Fermi  golden  rule.  The  intra-collisional  field  effect  enters  at  this  point.  These 
authors  also  obtained  the  Liouville  equation  in  an  accelerated  Bloch  repre¬ 
sentation,  where  it  was  demonstrated  that  the  major  result  is  to  introduce 
a  term  in  the  perturbing  matrix  elements  that  connects  states  of  the  same 
general  momentum  K  value,  but  with  different  band  indices,  thus  leading  to 
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a  contribution  from  interband  tunneling,  ft  is  expected  that,  as  the  Wigner 
function  formaJism  provides  an  initial  form  for  the  modification  of  the  equa¬ 
tion  of  motion  fcr  the  density  matrix,  this  approach  will  find  application  to 
the  examination  of  transport  on  the  short-time  scale. 

The  situation  with  nonuniform  fields  is  different,  and  was  treated  by  these 
authors  accordingly.  Here,  they  examine  solutions  specifically  to  the  Liouville 
equation  in  the  Wannier  representation;  a  representation  in  localized  wave 
functions  in  real  space.  This  representation  bears  close  resemblance  in  form 
to  the  density  matrix  in  the  coordinate  representation.  The  transformation 
to  the  Wannier  representation  is 

(x|k)  =  =  S  ^n(x)^n(k) ,  (109) 

n  n 


where  ^n(k)  is  the  Fourier  transform  of  the  coordinate  wave  fimction  ^n(x). 
Here,  (x|k)  is  the  Wannier  function  satisfying  the  orthonormality  conditions 

5^  (n|k)  (k|m)  =  £  (n|x>  (x|m)  =  5nm  ,  =  ^(k-k') . 

k  x  m 

(110) 

The  density  matrix  may  then  be  transformed  into  the  Wannier  representation 
as 

(x  \p\  x')  =  53  (x|n>  (n|/>|m)  (m|x'>  ,  (111) 

n,m 

where  (n|p|m)  is  the  density  matrix  in  the  Wannier  representation  (it  should 
be  pointed  out  this  this  would  be  true  for  any  arbitrary  set  of  coordinate 
representation  wave  functions,  but  here  we  have  asserted  that  these  wave 
functions  (x|m)  are  the  localized  Wannier  wave  functions).  Since  the  basis 
functions  satisfy  the  Schrodinger  equation,  but  with  the  proviso  that  the 
energy  is  now  a  matrix  quantity,  the  Wannier  functions  satisfy 


-  J;; (x|n)  =  ^  £:(m.  n)  (x|m)  . 


(112) 


Then,  the  single- band  equation  of  motion  (with  the  short-hand  pnm  =  (^IpI*^)) 
is 

-  Pnm>E{m\m) 

d"  ^mm'  Pm'm  Pnm’^m'rt\  •  (1^^) 
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This  latter  equation  was  discussed  by  Krieger  and  lafrate^™  with  a  band 
index  included. 

As  the  density  matrix  in  the  coordinate  representation  with  a  finite  lattice 
is  indexed  by  the  lattice  points,  it  may  be  regarded  as  a  pseudo-coordinate 
representation.  It  is  intriguing  to  comp2ire  the  structure  of  (113)  to  the  Li- 
ouville  equation  itself  in  the  coordinate  representation.  First,  we  note  that 
the  energy  operator  in  the  coordinate  representation  is  a  second  derivative 
and,  in  establishing  its  contribution,  difference  equations  are  implemented 
which  generally  involve  at  most  nearest  and  second-nearest  neighbors.  The 
potential  energy  contributions  in  this  representation  do  not  involve  a  sum¬ 
mation  over  the  coordinates,  but  are  local  in  the  site.  Thus,  (113)  differs 
from  the  Liouville  equation  in  the  treatment  of  the  potential  terms,  just  as 
arises  in  the  Wigner  representation.  The  density  matrix  in  the  Waimier  rep¬ 
resentation,  particularly  for  well  localized  values  of  the  momentum,  will  likely 
involve  significant  contributions  from  lattice  sites  well  removed  from  that  of 
interest.  On  the  other  hand,  where  the  density  is  well  localize,  such  as  in  a 
quantum  well,  the  summation  may  well  involve  only  a  few  nearest-neighbor 
terms.  As  usual,  the  choice  of  the  best  representation  is  one  of  convenience 
to  the  problem  at  hand. 

Rather  than  treat  the  perturbation  of  the  density  matrix  in  a  specific 
representation,  another  approach^  is  to  deal  with  perturbation  about  the 
equilibrium  density  operator  itself.  Here,  we  represent  Ho{t)  as  the  unper¬ 
turbed  Hamiltonian,  so  that  the  field  and  corresponding  perturbations  are 
initialized  at  t  =  0.  We  represent  the  perturbing  operator  as  V(f),  in  analogy 
with  (35).  Then,  to  second  order  in  the  expansion  of  the  unitary  perturbation 
operator,  the  density  matrix  can  be  written  as 

p{t)  =  po{t)  -h  pi(t)  -f  p2{t) ,  (114) 

where 

Po(t)  =  Uo{t,to)po{to)Uo{to,t) , 

t 

P.(()  =  -j/</('lV((',i),M<)l  . 

to 
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(115) 


(116) 

(117) 


This  approach  is  quite  useful  and  has  led  to  the  development  of  quasi¬ 
equilibrium  density  operators  in  which  the  equilibrium  density  matrix  is 
parameterized  much  like  a  drifted  Maxwellian.  The  approach,  however,  is 
largely  limited  to  those  problems  in  which  linear  response  around  a  quasi¬ 
equilibrium  steady  state  is  possible.  It  is  not  at  all  clear  that  this  non- 
renormalized  approach  is  applicable  in  far-£rom-equilibrium  situations. 


B.  Differential  Capacitance 

The  measurement  of  the  differential  capadtance  as  a  function  of  the  bias 
potential  permits  a  reconstruction  of  the  density  profile  in  the  heterostructure 
from  a  standard  textbook  formula 

where  here  the  position  x  is  to  be  interpreted  as  an  average  position  defined 
through  the  capacitance  x  =  e/C,  and  C  is  the  specific  capacitance  per  unit 
area.  The  extrapolated  value  of  C~^  (extrai^olated  back  to  the  intercept 
of  the  voltage  axis)  gives  a  value  of  potential  that  may  be  interpreted  as 
the  offset  voltage  for  a  simple  heterostructure  configuration.  This  leads  us 
to  conclude  that  a  single  measurement  of  capadtance  as  a  function  of  bias 
voltage  determines  both  the  density  and  the  heterostructure  offset  voltage. 

As  a  result  of  the  above  considerations,  the  measurements  of  CV  in  sim¬ 
ple  systems  have  also  induded  a  numerical  component  involving  the  solution 
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of  Poisson’s  equation  for  a  density  distribution  computed  for  a  specific  het¬ 
erostructure  configuration,  from  which  computed  CV  characteristics  may  be 
obtained.  The  theoretical  structure  providing  the  closest  fit  between  the 
calculated  and  measured  CV  relationships  is  often  pronounced  as  the  one 
representing  the  actual  heterostructure.  The  degree  to  which  such  a  mea¬ 
surement,  and  the  fit  to  the  data,  is  reliable  is  dependent  upon:  (a)  the 
fundamental  equations  chosen  to  represent  the  structure  (quantum  struc¬ 
tures  require  equations  describing  quantum  transport  and  not  the  classical 
equivalent);  (b)  the  statistics,  either  Boltzmann  or  Fermi-Dirac  statistics, 
can  influence  the  actual  value  of  the  intercept  on  the  voltage  axis  to  first 
order;  (c)  traps  and  unusual  doping  contributions  (such  as  planar  doping); 
(d)  specific  quantum  boundary  conditions.  In  short,  the  most  representative 
calculation  is  that  with  the  most  physics.  Those  equations  least  likely  to 
inspire  confidence  are  the  usual  classical  ones  that  au'e  often  used:  the  drift 
and  diffusion  equations.  The  equations  most  likely  to  inspire  confidence  are 
those  yielding  the  quantum  distribution  function,  such  as  the  density  matrix 
or  the  Wigner  distribution. 

Let  us  consider  a  typical  calculation  to  illustrate  the  point.  The  quantum 
approach  is  to  couple  the  Liouville  equation  for  the  density  matrix  to  the 
Poisson  equation  and  solve  the  overall  structure  self-consistently.  In  the 
absence  of  any  bias,  the  CV  relationship  was  obtained  for  a  200  nm  long 
simulation  region,  nominally  doped  to  10^^  cm~^,  and  with  a  15  nm  thick, 
300  meV  barrier  located  in  the  center  of  a  30  nm  non-intentionally  doped 
region.  The  density  and  potential  variation  are  shown  in  Fig.  25.  The 
capacitance  is  obtained  via  an  appro.^>  b  proposed  by  Kromer  et  aL^  From 
Poisson’s  equation,  the  change  in  '  he  cx.arge  density  Sp{x)  that  arises  as  a 
consequence  of  the  change  in  potent*  ' «  (L)  at  the  end  of  the  sample  x  =  L 
yields  a  net  total  charge  change  in  the  structure  (the  notation  corresponds 
to  Fig.  25,  where  z  =  0  is  taken  in  the  center  of  the  structure) 


L 

SQ{L)  =  —e  j  dx6p{x) . 
-L 

The  differential  capacitance  is  then  givet«  by 

g  6Q{L)  _  _e_ 
e6V{L)  ex  ’ 


(119) 
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and  this  allows  the  reconstruction  of  the  density  from“^ 

5-2„ 

where  /S  =  l/keT,  as  previously,  Lq  is  the  Debye  length  (L^  =  e/j8e*nre/), 
and  riref  is  a  reference  density  usually  taken  at  a  boundary  where  it  should 
be  well  known. 

For  a  uniform  structure,  we  expect  that  n  =  rirtj-  In  the  inset  of  Fig. 
26,  we  plot  the  quantity  ~  \/C^  as  a  function  of  the  bias  voltage 

V(L).^  The  density  inferred  from  this  procedure  (dotted  curve)  is  plotted 
in  the  main  part  of  Fig.  26  for  the  central  region  of  the  structure  shown  in 
Fig.  25.  The  straight  lines  in  the  inset  of  the  figure  illustrate  the  expectation 
for  a  uniformly  doped  structure  in  the  absence  of  a  heterostructure  barrier. 
The  extrapolated  bias  intercept  of  the  lower  straight  line  is  twice  the  mean 
energy  of  the  entering  carriers.  The  variation  in  slope  at  the  center  of  the 
figure  is  a  signature  of  the  presence  of  the  barrier.  Also  shown  (solid  curve)  is 
the  actual  charge  density  distribution  obtained  from  a  solution  of  the  density 
matrix.  Clearly,  the  inferred  value  of  n(x)  in  the  vicinity  of  the  barrier  is 
at  best  an  approximation  to  the  actual  charge  density,  and  the  minimum 
inferred  density  is  somewhat  greater  than  the  actual  nunimum  density.  The 
asymmetry  in  the  inferred  density  has  been  discussed  previously.^  Still,  it 
is  significant  that  the  structure  and  width  of  the  barrier  heterostructure  can 
be  obtained  from  this  measurement. 

IV.  Modeling  with  the  Wigner  Distribution 

The  Wigner  formalism  offers  many  advantages  for  quantum  modeling. 
First,  it  is  a  phase-space  description,  similar  to  the  semi-classical  Boltzmann 
equation,  which  may  be  seen  by  comparing  (1)  and  (29)  in  the  limit  of  srhall 
applied  fields.  Moreover,  in  the  Wigner  formalism,  scattering  is  a  local  (in 
space)  phenomenon.^  Because  of  the  phase-space  nature  of  the  distribution, 
it  is  conceptually  possible  to  use  the  correspondence  principle  to  determine 
where  quantum  corrections  enter  a  problem.  At  the  boundaries  (the  con¬ 
tacts),  the  phase-space  distribution  permits  separation  of  the  incoming  and 
outgoing  components  of  the  distribution,  as  we  will  see  in  the  next  sec¬ 
tion,  and  this  permits  modeling  an  ideal  contact,  and  hence  an  open  system. 
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However,  there  are  problems  at  the  outgoing  contact,  which  will  be  discussed 
below.  Still,  another  advantage  to  the  Wigner  formalism  is  that  the  Wigner 
function  itself  is  purely  real,  which  simplifies  some  calculations  and  the  inter¬ 
pretation  of  the  results.  By  coupling  the  Wigner  equation  of  motion  (30)  to 
Poisson’s  equation,  we  can  obtain  a  fully  self-consistent  approach  to  modeling 
various  devices. 

Wigner  functions  have  been  used  extensively  in  the  field  of  quantum  op¬ 
tics,  where  it  has  been  used  to  describe  coherence  of  optical  fields  and  to 
describe  polarization  and  transient  superposition  effects.^  Quite  naturally, 
this  description  has  been  applied  to  finding  quantum-mechanical  solutions  to 
the  laser  master  equation  (the  Fokker-Planck  equation**)  and  for  describ¬ 
ing  quantum  noise  in  lasers.**  More  recently,  Wigner  functions  have  been 
applied  to  optical  systems  and  signals,  where  they  provide  a  link  between 
Fourier  optics  and  geometrical  optics.**^’**  Two-dimensional  Wigner  opti¬ 
cal  distributions  have  been  generated,**  as  well  as  slices  of  four-dimensional 
Wigner  optical  distributions.^^^  The  Wigner-function  description  of  optical 
signals  has  been  investigated  for  use  in  elementary  pattern  recognition  as 
well.®*'  From  this,  it  may  be  seen  that  the  Wigner  formalism  is  especially 
adapted  to  displaying  the  roles  of  phase  interference  and  quantum  resonances. 

Numerous  early  work  expounded  on  the  virtues  of  the  Wigner  formal¬ 
ism  for  quantum  transport  with  an  eye  toward  the  advantages  offered  by  a 
phase-space  representation.**’®*'^'*®*  Indeed,  there  were  early  attempts  to 
model  the  transport  in  DBRTDs  with  the  Wigner  formalism.®*®  In  thb  sec¬ 
tion,  we  will  review  the  development  of  the  Wigner  function  and  its  equation 
of  motion.  The  roles  of  nonlocality  and  correlation  in  the  function  will  be 
discussed.  One  important  point  is  the  need  to  achieve  a  correct  initial  dis¬ 
tribution,  as  the  time  development  of  (30)  requires  a  correct  initial  state. 

In  Sec.  5b,  the  Wigner  distribution  function  was  described  in  terms  of  a 
density  matrix  formulated  in  the  difference  coordinates  (26),  and  then  Fourier 
transformed  on  the  difference  variable  s  as  in  (28).  It  is  easily  seen  from  (28) 
that  there  is  no  requirement  in  the  definition  of  the  Wigner  function  that 
requires  it  to  be  a  positive  quantity.  For  this  reason,  the  Wigner  function 
interpretation  as  a  probability  distribution  must  be  handled  carefully.®*®  Nev¬ 
ertheless,  it  is  a  quite  useful  tool  in  the  study  of  quantum  transport.®*^  The 
issue  of  the  non-locality  of  the  Wigner  distribution  must  be  examined  care¬ 
fully,  as  it  has  value  in  the  regions  in  which  the  density  matrix,  and  the  wave 
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functions  may  not  have  support.  Consider  Fig.  27,  from  which  it  is  evi¬ 
dent  that  a  distribution  defined  in  the  transformed  coordinates  (26)  may  be 
nonzero  at  positions  R  where  the  wave  functions  themselves  are  zero.  This 
is  an  important  point,  and  it  illustrates  the  need  to  very  carefully  model  the 
solutions  to  (30).  This  problem  will  arise  as  a  need  to  extend  the  range  of 
the  Wigner  function  beyond  that  of  the  simple  device  under  study. 


12.  Methods  of  Solving  the  Equations 

There  are  many  approaches  to  modeling  semiconductor  devices,  even  af¬ 
ter  the  equations  of  motion  have  been  agreed  upon.  This  is  also  true  with 
Wigner  functions,  in  that  choices  of  which  equations  to  use  for  modeling: 
the  steady-state  equations  or  the  time-dependent  equation  of  motion  (30). 
In  this  review,  we  will  concentrate  on  solutions  that  are  obtained  from  the 
time-dependent  equation  of  motion,  as  many  of  the  physical  properties  of 
interest  are  related  to  the  time  evolution  of  the  device  behavior.  Even  then, 
there  are  many  methods  of  choosing  discretization  schemes  and  numerical  so¬ 
lution  techniques.  The  discussion  here  will  focus  upon  a  successful  approach 
used  by  one  of  the  present  authors  to  study  the  DBRTD,  although  other 
approaches  will  be  discussed  as  we  come  upon  their  influence. 

A.  The  Initial  State 

A  serious  consideration  of  the  Wigner  form<dism  is  the  entry  of  nonlocal 
quantum  mechanical  effects  through  the  inherently  nonlocal  potential  driving 
function  of  (31)  in  (30).  In  the  limit  of  slow  variations,  only  the  linear  term 
coupling  the  first  derivative  of  the  potential,  the  force,  to  the  derivative  of  the 
Wigner  function  with  respect  to  the  momentum  remains  important,  and  this 
is  the  semi-classical  equivalent  that  arises  in  (1).  If  the  potential  has  no  terms 
of  higher  order  than  quadratic  in  the  position,  this  semi-classical  term  is  the 
only  contribution,  and,  in  fact,  the  Wigner  equation  of  motion  (30)  will  not 
reproduce  the  known  quantization  in  a  harmonic  oscillator  potential.  A  cor¬ 
rect  quantum-mechanical  steady-state  solution  to  the  problem  may  be  found 
by  specifying  the  correct  boundary  conditions  and  solving  (30)  in  the  absence 
of  the  time-derivative  term,  although  there  are  subtleties  in  this  approach, 
not  the  least  of  which  is  that  it  is  known  to  fiul  in  the  harmonic  oscillator 
potential.^^®  One  further  problem  is  that  the  correct  boundary  conditions 
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presuppose  knowledge  of  the  state  of  the  system  both  internally  and  at  the 
boundaries,  as  the  latter  are  a  function  of  the  former  through  the  nonlocal¬ 
ity  of  the  internal  potential.  Thus,  knowledge  of  the  boundary  conditions 
presupposes  a  full  knowledge  of  the  solution  being  sought,  even  without  the 
equation  of  motion. 

In  order  to  include  all  orders  of  quantum  corrections,  one  of  two  things 
can  be  done.  The  first  is  to  extend  the  computational  domain  sufficiently  far 
from  the  source  of  the  quantum  effects  that  the  system  is  classical,  so  that  a 
classical  distribution  can  be  used  at  the  boundaries.  It  has  been  shown  that 
quantum  corrections  "heal”  over  several  thermal  de  Broglie  wavelengths.'** 
In  a  reasonable  GaAs  device  at  300  K,  this  length  is  nearly  100  nm.  The 
second  approach  is  to  develop  the  adjoint  equation  for  the  Wigner  function 
that  corresponds  to  the  Fourier  transform,  in  the  difference  coordinate,  of 
(25)  in  the  time  domain  (as  opposed  to  the  inverse  temperature  domain). 
We  pursue  a  variant  of  this  approach,  by  actually  computing  the  density 
matrix  for  the  initial  condition,  and  then  transforming  this  Latter  quantity 
into  the  Wigner  domain. 

If  the  potential  approaches  a  constant,  uniform  value  as  R  — »  ±oo  (where 
the  device  is  supposed  to  be  located  near  the  origin),  then  the  basis  states  at 
large  distances  are  plane  waves  (in  the  effective  mass  approximation).  In  one 
dimension,  we  assume  that  V{x)  =  V~  for  x  <  x~  and  V{x)  =  V'*'  for  x  > 
x*",  where  x*  describe  the  transition  regions  beyond  which  the  potential  is 
uniform.  For  equilibrium  situations,  in  which  V*"  =  V~,  this  gives  scattering 
states  incident  from  the  left,  with  A;  >  0, 

+  Kt)*-'**]  (122) 

for  X  <  and 

=  -i=«(*)«***  (123) 

V2x 

for  X  >  x**,  where  t{k)  is  the  transmission  coefficient  and  r{k)  is  the  reflection 
coefficient.  In  a  similar  manner,  states  inddent  from  the  right  are  defined  by 

*(i)  =  l^I'*'**  +  K*)'"*)  (124) 

for  X  >  x+,  and 

M^)  =  (125) 
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for  X  <  x~.  The  density  matrix  is  then  defined,  in  the  semi-classical  equilib¬ 
rium  regions  of  the  boundaries,  as 


p(i,x')  =  — 


(126) 


where  Z  is  the  partition  function,  the  sum  over  n  is  over  bound  states  which 
may  be  localized  at  some  point,  Ek  is  the  energy  of  a  scattering  state,  and 
f(E)  is  the  Fermi- Dirac  distribution  function. 

Prom  an  unnormalized  basis  function,  and  using  translation  matrices,  an 
unnormalized  state  may  be  computed  on  the  entire  domain.  These  states 
are  normalized  by  applying  scattering  theory,  in  which  wave  functions  in  the 
presence  of  a  scatterer  are  compared  to  those  in  a  reference  space.  These  are 
related  through  the  Lippmann-Schwinger  equation.  A  useful  consequence 
of  this  equation  is  that  the  scattering  states  satisfy  precisely  the  same  or¬ 
thonormality  relations  as  unperturbed  states.^®’^*®  Each  state  gsntributes 
to  the  density  matrix  according  to  the  thermal  distribution  function  f(E). 
The  partition  function  is  found  by  considering  the  limit  of  x  — ♦  x",  also  a 
consequence  of  the  normalization  conditions.  It  is  defined  to  be 


Z~^  lim  p(x,x)  .  (127) 


An  algorithm  for  computing  the  density  matrix  is  thus  available.^  A  set 
of  points  {x}  is  chosen  at  which  the  density  matrix  is  desired  to  be  known. 
The  potential  is  then  taken  to  be  piece-wise  constant  between  the  points 
(approximating  a  smooth  function  in  the  normal  finite  difference  scheme). 
Energies  are  randomly  sampled  according  to  the  Fermi-Dirac  distribution 
function,  and  each  energy  gives  a  wave  vector  for  which  a  left-incident  and 
a  right-incident  scattering  state  is  formed.  The  states  axe  translated  and 
normalized  and  their  contributions  added  to  the  density  matrix.  The  density 
matrix  is  then  normalized  with  the  partition  function.  This  process  cw  be 
continued  by  computing  a  new  potential  distribution  from  the  new  charge 
distribution  using  Poisson’s  equation,  and  the  process  iterated  for  a  self- 
consistent  equilibrium  state.  The  resultant  density  matrix  is  then  Fourier 
tr<uisformed  to  yield  the  Wigner  distribution  function.  In  fact,  this  is  the 
procedure  that  was  followed  to  obtain  the  equilibrium  Wigner  distribution  for 
the  DBRTD  shown  in  Fig.  7  above.  The  Wigner  distribution  is  characterized 
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by  a  thermal  distribution  far  from  the  barriers.  The  oscillations  near  the 
barriers  are  a  result  of  the  quantum  repulsion  from  the  barriers,  which  causes 
a  depletion  of  carriers  in  this  region,  although  this  is  not  a  depletion  in  the 
normal  classical  sense.  This  quantum  repulsion  is,  in  a  sense,  complementary 
to  barrier  penetration:  just  as  a  nonzero  density  penetrates  a  finite  distance 
into  a  classically  forbidden  region,  a  density  deficit  exists  a  finite  distance 
into  a  classically  allowed  region,  so  that  the  total  charge  in  the  device  is  that 
necessary  to  maintain  overall  charge  neutrality. 

B.  Numerical  Discretization  and  Solutions 

The  Wigner  function  equation  of  motion  (30)  may  be  ev2duated  on  a 
two-dimensional  discretized  grid  for  the  position  and  the  momentum  for  one 
dimension.  In  general,  the  Wigner  fimction  is  a  continuous  function  of  2n 
dimensions  in  n-dimensional  space.  Here,  we  will  treat  primarily  the  one¬ 
dimensional  solutions,  although  other  simulations  will  be  discussed  later.  We 
consider  that  the  modeled  region  exists  from  0  <  x  {=  R)  <  L.  The  modeled 
re^on  is  divided  into  a  spatial  mesh  (using  a  finite-difference  approach)  of 
mesh  size  Ax  chosen  so  that  the  features  of  interest,  such  as  potential  bar¬ 
riers,  are  adequately  represented  by  many  grid  points.  Since  the  potential 
in  a  DBRTD  (or  even  a  single-barrier  diode)  varies  over  a  distance  of  a  few 
monolayers,  an  appropriate  spatial  mesh  Ax  is  of  the  order  of  a  xmit  cell  of 
the  material  being  utilized,  but  typically  of  the  order  of  0.25  nm.  The  mesh 
size  for  the  momentum  variable  is  found  by  considering  the  Foi-rier  transform 
in  the  Wigner  function  equation  of  motion,  the  discrete  Wigner  function  is 
periodic  in  momentum,  due  to  the  discretization  of  the  spatial  variable,  with 
a  period  of  ftx/(Ai).  (For  convenience,  the  wave  vector  k  =  p/h  is  used.) 
The  variation  in  momentum  is  thus  confined  to  the  lowest  zone  of  this  period 
in  momentum  space,  which  is  then  discretized  into  a  convenient  number  of 
meshes,  while  assuring  that  the  CFW  criterion  for  linear  response®^^ 

(128) 

where  v  is  the  highest  velocity  in  the  problem,  is  met  for  the  time  evolution. 

The  Wigner  equation  of  motion  (30)  is  then  discretized  using  a  Lax- 
Wendroff  explicit  time  differencing.^^®  This  method  retains  the  second-order 
terms  in  the  Taylor  expansion  of  /(t  -f-  At),  which  introduces  a  second-order 
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spatial  difference  term  into  the  equation  of  motion.  This  second-order  term 
represents  an  artificial  diffusion,  which  counteracts  spurious  numerical  diffu¬ 
sion  that  always  arises  from  the  first-order  terms.^**  This  approach  has  proven 
to  yield  very  stable  solutions  for  device  simulation  of  the  DBRTD,^^®*®^  and 
provides  a  relatively  direct  approach  to  iterating  the  temporal  part  of  the 
equation.  However,  other  approaches  have  also  been  suggested.  Ringhofer 
has  suggested  using  a  spectral  method  that  also  is  found  to  give  good  con- 
vergence.^^^  Arnold,  and  co-workers,^“  have  utilized  an  operator  splitting 
method,  in  which  the  time  step  is  split  into  two  portions.  If  Wn  and  tun+i 
axe  the  approximations  to  the  Wigner  distribution  function  f(t)  at  in  and 
fn+i  =  fn  +  Ai,  and  we  have  two  operators  A  and  J5,  then  one  first  solves  the 
iteration  (in  the  range  tn  ^t  <  t„+i) 

dtx 

—  =Au,  u(tn)  =  Wn  ,  =  u(t„+l)  ,  (129) 

and  techniques  such  as  the  Lax-Wendroff  approach  can  be  used  here.  Then, 
the  iteration 

dxi 

BU,  U(<n)  =  »  ^^n+l  =  «(Wl)  (130) 

is  solved.  Obviously,  the  overall  operator  present  in  (30)  (the  second  and 
third  terms)  are  split  to  form  the  operators  A  and  B,  representing  the  spa¬ 
tial  gradient  term  and  the  potential  term,  respectively.  Arnold  and  Nier®^ 
have  also  suggested  a  novel  particle  flow  procedure,  very  similar  to  a  Monte 
Carlo  simulation  for  transport,  to  solve  directly  (30).  This  approach  bears 
a  similarity  to  an  earlier  suggestion  of  a  trajectory  approeu:h  to  solving  this 
equation  in  DBRTDs.^^  However,  in  our  simulation  of  the  DBRTD,^**  ade¬ 
quate  convergence  was  found  with  the  direct  Lax-Wendroff  approach. 

The  spatial  variations  are  handled  by  noting  that  each  point  in  the  dis¬ 
cretized  space  has  a  characteristic  direction,  which  describes  the  direction 
of  probability  flow  away  from  that  point.  In  a  phase-space  representation, 
the  velocity  which  defines  propagation  is  directly  proportional  to  the  mo¬ 
mentum.  For  positive  momentum,  propagation  is  in  the  positive  x  direction. 
Conversely,  for  negative  momentum,  propagation  is  in  the  negative  x  direc¬ 
tion.  Thus,  it  may  be  observed  that  the  discretized  Wigner  function  consists 
of  slices  of  the  mesh,  over  which  the  momentum  is  constant.  These  slices 
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caji  be  viewed  as  local  systems  of  equations  which  are  coupled  by  the  poten¬ 
tial  term  of  (30).  It  is  this  view  that  leads  to  the  operator-splitting  method 
discussed  above.  However,  here  we  note  that  for  positive  momentum,  infor¬ 
mation  flows  into  the  slice  from  the  boundary  at  x  =  0,  and  moves  toward 
the  boundary  aX  x  —  L.  For  negative  momentum,  the  opposite  direction  of 
flow  is  present.  Recognition  of  these  characteristic  directions  solves  am  intrin¬ 
sic  problem  with  the  Lax-WendrofF  scheme.  A  second-order  finite-difference 
term  at  point  x,-  involves  the  points  x,_i  and  x,+i.  In  the  interior  of  the 
device,  this  creates  no  problem,  nor  does  it  create  a  problem  at  the  incoming 
boundary  where  the  boundary  distribution  is  specified.  The  problem  occurs 
at  the  outgoing  boundary,  where  the  exit  distribution  is  not  know  and  cannot 
be  specified  without  over-constraining  the  solution  to  the  differential  equa¬ 
tion.  The  solution  to  this  dilemma  is  to  use  first-order  upwind  differencing^^® 
to  propagate  the  function  to  the  outgoing  boundary  along  the  chMamteristic 
direction,  which  is 


dx 


fi^i)  -  f(xi-i) 
Ax 


if  k{xi)  >  0  , 


(131) 


and 

(132) 

The  stability  of  this  overall  numerical  approach  has  been  checked  first  by 
using  station2u:y  distributions,  and  following  them  for  picoseconds  of  time 
to  assure  that  no  numerical  instability  creeps  into  the  solution.  Secondly,  a 
Gaussian  wave  packet  was  propagated  through  a  single  tunneling  barrier  until 
well  formed  transmitted  and  reflected  wave  packets  existed;  then,  the  time 
variable  was  reversed  and  the  solution  propagated  until  the  latter  two  wave 
packets  recombined  into  a  single  wave  packet.  Any  spurious  contribution 
from  numerical  instability  would  be  expected  to  destroy  the  phase  memory  in 
the  problem  and  to  lead  to  a  two  wave  packet  tunneling  problem  which  would 
have  produced  four  output  packets.®^  All  of  this  was  found  to  be  sensitive 
to  the  actual  boundary  conditions  used  in  the  problem,  which  are  described 
next.  A  somewhat  different  approach,  in  which  the  Wigner  distribution  is 
expanded  in  a  set  of  Wannier  functions,  leading  to  a  lattice  Wigner  function, 
has  been  suggested®®®  and  leads  to  similar  stability  of  the  simulation.®®® 

In  Fig.  28,  we  show  a  Gaussian  wave  packet  inter2w:ting  with  a  DBRTD 
potential.  The  barriers  in  this  case  are  3  nm  thick,  and  0.3  eV  high,  and 


81 


axe  sepairatecl  by  a  5  nm  quantum  well.  In  Fig.  28(a),  the  initial  wave 
packet  is  shown  just  as  it  begins  to  interact  with  the  barriers  (the  sharled 
portions  of  the  spatial  axis).  In  Fig  2S(b),  the  majority  of  the  wave  packet 
has  reflected  from  the  barrier,  while  a  small  portion  has  tunneled  through 
the  barriers.  Finally,  in  Fig.  28(c),  most  of  the  wave  packet  has  reflected 
from  the  barrier  and  has  propagated  away  from  the  interaction  region.  Of 
particular  note  in  this  latter  figure  is  the  rapidly  varying  oscillating  structure 
along  the  k  =  0  axis.  This  structure  contains  the  important  correlation 
information  between  the  two  outgoing  (transmitted  and  reflected)  packets. 
As  long  as  this  information  is  properly  ret2uned  (amd  is  convergent  in  the 
simulation  scheme),  the  system  has  time-reversal  symmetry  as  required  in 
the  absence  of  dissipation.  When  this  correlation  information  is  damped, 
or  erased,  the  original  wave  packet  can  no  longer  be  recovered  by  reversing 
the  time  propagation.^^  Any  dissipative  processes  will  act  to  reduce  this 
correlation,  and  thus  destroy  reversibility,  bringing  a  clearer  understanding 
of  what  random-phase  approximations  mean  in  this  system. 

C.  Boundary  Conditions  for  the  Simulation 

Simulation  of  a  real  device  includes  some  model  of  the  interface  between 
the  interior  simulation  region  and  the  supposed  boundary /contact  layer.  At 
the  very  minimiun,  the  external  circuit  consists  of  a  battery  which  fixes 
the  potential  across  the  device,  and  wires  which  carry  the  current  from  the 
battery  to  the  device.  These  circuit  parameters  are  usually  included  in  device 
simulations  as  boundary  conditions.  In  many  models,  the  contact  serves  as  an 
infinite  reservoir  of  thermally  distributed  carriers.^®  This  reservoir  maintains 
a  fixed  distribution  at  the  contact  where  the  particles  enter  the  simulation 
domain,  and  impacts  the  simulation  of  such  open  quantum  structures.^^ 
Conditions  at  the  con  tact /boundary  must  be  consistent  with  physical  reality. 
If  a  current  is  flowing  through  the  device,  current  continuity  requires  that  an 
identical  current  be  flowing  through  the  externad  circuit.  This  implies  that 
the  external  circuit,  and  thus  the  contact  regime,  must  be  characterized  by 
some  distribution  which  relects  current  flow,  such  as  a  shifted  Fermi-Dirac 
distribution. 

In  the  flow  field  discussion  above,  there  are  left  and  right  boundaries, 
at  X  =  0  and  x  =  L,  respectively.  Mathematical  constraints  permit  us  to 
specify  only  one  boundary,  however  (the  lineau-  term  is  only  first-order  in  the 
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spatial  derivative).  As  discussed  earlier,  the  model  may  be  thought  of  as  a 
coupled  set  of  systems,  each  of  which  is  a  slice  in  momentum  space.  Elach 
of  these  momentum  slices  has  a  boundary,  or  contact,  from  which  electrons 
enter  the  slice,  and  they  leave  the  slice  from  the  opposite  boundary.  The 
"entering”  contact  is  constrained  by  the  current.  Just  inside  the  device  a 
current  exists.  Because  an  identical  current  must  be  present  in  the  contact, 
and  the  distribution  within  the  contact  is  assumed  to  be  a  near-equilibrium 
shifted  thermal  distribution,  the  amount  of  the  shift  and  therefore  the  distri¬ 
bution  within  the  contact  axe  known.  The  distribution  within  the  contact  is 
then  matched  to  the  corresponding  momentum  slice  of  the  interior  model  re¬ 
gion.  This  procedure  must  be  carried  out  self-consistently,  since  the  current 
within  the  device  is  a  function  of  the  boimdary  conditions,  which  in  turn  are 
functions  of  the  current  within  the  device.  Thus,  the  boundary  distribution 
is  axijusted  self-consistently  to  provide  the  necessary  transfer  of  carriers  into 
the  device  on  the  source  ends  of  each  slice. 

A  second  important  property  of  the  contacts  is  that  they  must  remove 
aJl  carriers  which  are  leaving  the  device-  In  the  so-called  ideal  contact,  the 
carriers  are  perfectly  extracted  from  the  device  at  the  outgoing  boimdary. 
The  non-local  potential  in  (31)  creates  a  problem  as  there  is  usually  a  weak 
discontinuity  in  the  derivatives  of  the  potential  at  the  boundary.  This  leads 
to  an  artificial  reflection  of  carriers  from  the  boundary  region.®^*’^  Such 
artificial  reflections  mar  the  concept  of  an  ideal  contact.  The  problem  is 
well-known  in  general  wave  propagation,  and  the  solution  lies  in  coupling 
the  adjacent  incoming  distribution  to  the  outgoing  distribution  in  a  manner 
that  cancels  these  artificial  reflections,  particularly  from  the  fastest  particles 
which  cause  the  most  trouble.^  The  solution  for  this  problem  is  to  couple 
part  of  the  outgoing  wave  back  into  the  incoming  wave  during  the  time  step 
process  (during  the  time  evolution  upgrade  iteration).  If  we  rewrite  (30)  as 

£Mx,p,t)  =  +  i/ dPM(x,P)fw{x,p+P,t)  ,  (133) 

where  a(p)  is  the  inverse  velocity,  and  the  potential  function  has  been  suitably 
modified  by  dividing  by  — u(p),  the  boundary  condition  can  be  found  by  a 
suitable  operator  normalization  procedure.^’^^  This  leads  to  the  boundary 
condition  at  x  =  0,  where  p  >  0,  for  incoming  waves  to  be  expressed  through 
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the  temporal  adjustment 


5/iv(0,p,t) 

dt 


IJ 


Similarly,  the  boundaxy  condition  for  the  incoming  particles  at  i  =  where 
p  <  0,  is  given  by  the  temporal  adjustment 


dt 


+ 


iJ 


These  two  equations  constitute  an  absorbing  boundaxy  condition  for  the 
Wigner  equation  of  motion  that  removes  artificial  reflections  from  the  out? 
going  boundary.  The  reflected  waves  axe  absorbed  at  least  to  second  order. 
These  boundaxy  conditions  were  used  in  the  simulation  of  Gaussian  wave 
packets  illustrated  earlier  in  Fig.  7.  In  subsequent  work,  Arnold  has  re¬ 
cast  these  boimdary  conditions  into  an  analytical  firamework,  from  which  he 
demonstrated  the  well-posedness  of  these  equations,  as  well  as  showing  that 
they  could  be  considered  as  members  of  a  heiraxchy  of  possible  boundary 
conditions.^ 

If  we  are  to  accurately  model  heterostructures,  then  there  are  also  inte¬ 
rior  boundaries  to  consider,  such  as  may  arise  at  the  interface  between  two 
materiab,  where  there  are  differences  in  the  effective  mass.  If  the  bands  axe 
parabolic,  this  does  not  introduce  much  of  a  problem,  as  it  C2ui  be  handled 
in  a  simplified  manner  by  renormalizing  the  barrier  potential  (since,  in  the 
scattering  state  basis,  the  discontinuity  in  the  momentum  wave  vector  is  de¬ 
fined  by  the  product  of  the  mass  and  energy).  However,  this  may  not  insure 
current  continuity  across  the  interface,  which  could  introduce  a  source  of 
error.  The  proper  interface  characteristics  will  take  this  into  account.®^ 


13.  The  Double-Barrier  Resonant-Tunneling  Diode 

In  this  section,  we  will  describe  the  simulation  of  a  double-barrier  resonant¬ 
tunneling  diode  using  the  approaches  outlined  above.  Our  primary  emphasis 
will  be  on  a  GaAs/AlGaAs  structure  with  two  5  nm  thick,  0.3  eV  b^Lrri- 
ers  separated  by  a  5  nm  well.  The  regions  outside  the  barriers  is  assumed 
to  be  doped  to  a  level  of  10^*  cm~^,  although  the  importance  of  using  a 
lightly- doped  spacer-layer  2wijacent  to  the  barriers  will  be  discussed  as  well. 
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A  relaxation-time  approximation,  with  a  t  appropriate  for  a  mobility  of 
3000  cm^/Vs,  will  be  used  to  simulate  the  dissipative  processes  in  the  device, 
although  we  will  discuss  the  impact  of  detailed  modeling  of  the  inelastic  pro¬ 
cesses  in  the  next  section.  The  equilibrium  Wigner  distribution  function  for 
this  structure  (in  the  absence  of  the  spacer  layers)  was  illustrated  in  Fig.  7. 

The  steady-state  I  —  V  curve  of  the  device  is  calculated  by  applying  an 
incremental  (negative)  bias  potential  to  the  cathode  contact,  then  solving 
(30)  to  steady-state  by  time  iteration  procedures,  while  solving  for  the  local 
potential  through  a  self-consistent  iteration  of  Poisson’s  equation.^“  Other 
approaches  have  also  directly  solved  for  the  distribution  function  and  the  po¬ 
tential  through  a  purely  steady-state  solution  of  the  equations.®^®  Here,  we 
concentrate  on  the  time-evolution  approach.  Study  of  the  transients  show 
that  large-signal  transients  decay  exponentially,  and  that  steady-state  condi¬ 
tions  are  achieved  in  a  few  hundred  femtoseconds.^“*®^  The  time  is  stepped 
in  small  units  up  to  1.5  ps  to  insure  that  steady-state  is  reached,  while  check¬ 
ing  simultaneously  for  convergence  (at  the  end  of  the  time  evolution)  of  the 
distribution  function  and  potential.  Once  the  maximum  applied  voltage  is 
reached,  the  potential  is  then  ramped  downward  again.  One  absolute  check 
for  the  overall  stability  of  the  solution  technique  is  the  recovery  of  the  equi¬ 
librium  distribution  function  at  the  end  of  the  voltage  sweep.  Numerical 
instabilities  would  be  integrated  to  their  maximum  amplitude  during  this 
process,  so  that  the  recovery  of  the  equilibrium  distribution  means  that  the 
total  error  introduced  in  the  process,  integrated  over  many  himdreds  of  ps, 
is  negligible  on  the  scale  of  the  equilibrium  Wigner  distribution  function. 
From  the  steady-state  conditions,  at  each  applied  bias  level,  the  current  in 
the  device  is  calculated. 

The  resultant  I-V  characteristics  are  shown  in  Fig.  29.  The  self-consistent 
internal  potential  at  a  bias  level  of  0.22  V,  quite  near  the  peak  in  the  current 
through  the  DBRTD,  is  shown  in  Fig.  30.  It  is  clear  that  only  about  1/3 
of  the  total  potential  is  dropped  across  the  b2UTier  region  of  the  device.  A 
majority  of  the  remaining  potential  drop  lies  across  a  large  depletion  region  in 
the  cathode  adjacent  ohmic  region.  Many  experimentalists  have  speculated 
that  this  region  should  actually  accumulate.  In  fact,  at  very  low  biases,  this 
region  does  show  slight  accumulation.  As  the  bias  is  increased,  however,  this 
region  (near  the  cathode  contact)  begins  to  deplete  of  carriers.  This  depletion 
arises  from  a  combination  of  sources.  First,  there  is  a  triangular  quantum 
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well  formed  between  the  cathode  contact  and  the  first  barrier  potential  which 
results  in  some  quantization  of  the  carriers  (as  the  quantized  level  is  moved 
further  from  the  Fermi  level,  depletion  arises),  which  is  similar  to  that  found 
in  the  inversion  layer  in  am  MOS  transistor.*^  Secondly,  the  initializatioh  of 
this  triangular  well  is  caused  by  the  contact  properties  itself.  There  is  an 
inherent  contact  resistance  in  this  device,  which  is  a  manifestation  of  the 
Landauer  contact  resistance.^^  Moreover,  cathode-adjacent  depletion  is  well 
known  in  nonlinear  two-terminal  devices  such  as  the  Gunn-effect  diode.^ 
Such  depletion  results  from  the  need  to  balance  the  resistance  of  the  active 
region  with  that  of  the  cathode  source.  The  use  of  a  spacer  layer  can  alleviate 
this  depletion. 

DBRTDs  are  often  fabricated  with  undoped  spacer  layers  at  the  interface 
between  the  barriers  and  the  bulklike  regions  of  uniform  doping.  The  effects 
that  primarily  accrue  from  the  use  of  the  spacer  layer  is  to  create  a  resis¬ 
tive  region  in  the  device,  which  can  serve  as  a  matching  layer  to  the  contact 
source  of  carriers,  while  also  accumulating  carriers  for  injection  through  the 
barriers.  The  role  of  the  spacer  layer  on  the  self-consistent  potential  in  equi¬ 
librium  is  shown  in  Fig.  31.  It  may  be  seen  that  a  slight  upward  shift  of  the 
barriers  arises  from  the  undoped  regions,  and  this  will  cause  a  much  smaller 
(or  no)  depletion.  This  is  a  consequence  of  the  better  match  of  the  overall 
device  resistance  to  the  contact  properties,  and  will  concentrate  the  poten¬ 
tial  into  the  barrier  region,  leading  to  a  better  peak-to- valley  ratio.  A  second 
difference  that  will  arise  from  the  barrier  layer,  is  a  reduction  in  impurity 
scattering  in  the  region  near  the  barriers,  w'hich  causes  a  longer  mean-free 
path,  2Lnd  better  tunneling  chau'acteristics.  In  Fig.  32,  the  potential  distri¬ 
bution  across  the  device  is  shown,  both  with  and  without  the  spacer  layers, 
for  a  bias  of  0.4  V,  which  is  near  the  valley  of  the  current  in  Fig.  29.  It  is 
clear  that  the  spacer  layers  have  essentially  eliminated  the  depletion  in  the 
cathode  adjacent  region.  There  is  a  larger  fraction  of  the  potential  dropped 
across  the  barrier  region,  and  actually  a  small  depletion  in  the  anode  adja¬ 
cent  region.  The  latter  arises  from  the  extraction  characteristics  of  the  anode 
contact.  The  I-V  curves  for  a  device  with  the  spacer  layers  (5  nm  thick)  are 
shown  in  Fig.  33.  It  may  be  seen,  from  comparing  this  figure  with  Fig.  29, 
that  the  peak-to- valley  ratio  has  been  increased,  both  by  enhancing  the  peak 
current  through  a  lower  series  resistance  and  a  lower  valley  current  through 
the  enhanced  barrier  potentials,  and  the  negative  conductance  increased  as 
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well.  In  both  figures,  however,  there  is  a  well-defined  hysterisis,  or  bistability. 

Intrinsic  bistabilitj’  in  the  DBRTD  is  thought  to  arise  from  charge  storage 
in  the  quantum  well.  During  the  upsweep  of  the  voltage,  the  quantum  well 
resonant  state  sweeps  through  the  full  conduction  band  states,  so  that  as 
the  minimum  of  the  current  is  approached  the  well  is  full  of  carriers  (staying 
there  through  a  sequential  tunnehng  process,  as  opposed  to  a  complete  res¬ 
onant  tunnehng  process).  On  the  downsweep  of  voltage,  however,  the  well 
is  basically  empty  as  it  comes  into  alignment  with  the  full  conduction  band 
states.  The  difference  in  charge  in  the  quantum  well  between  the  upsweep  and 
downsweep  changes  the  self-consistent  potential,  and  the  current,  to  reflect 
this  bistability.  This  interpretation  can  be  supported  just  by  simple  circuit 
arguments  and  from  the  presence  of  the  negative  differential  conductance.^^ 

The  transient  behavior  of  the  DBRTD  is  readily  studied  as  well,  either 
by  just  switching  the  voltage  from  one  level  to  another®^  or  by  actually 
superimposing  a  small-signal  a.c.  sigi  al-^  In  Fig.  34,  the  current  transient  is 
shown  for  switching  of  the  voltage  from  0.26  V  (at  the  peak  of  tlie  J—V  curve) 
to  0.45  V  (in  the  valley  region),  for  the  device  without  the  spacer  layers,  in 
order  to  simulate  a  laxge  signal  response.  This  choice  of  voltages  will  select 
the  intrinsic  properties  derived  from  discharging  the  quantum  well,  which 
is  thought  to  lead  to  the  large  overshoot  of  current.  The  rapid  oscillations 
are  caused  when  the  internal  potential  adjusts  to  the  changing  distribution, 
which  is  a  coupling  of  plasma-like  oscillations  of  the  charge  density  to  the  RC 
controlled  oscillations  of  the  barrier  capacitances.  The  carriers  thenaselves, 
through  their  inductive  response,  cause  the  large  overshoot  of  current.  The 
large-signal  transient  has  been  calculated  for  three  values  of  the  relaxation 
scattering  rate  r.  These  correspond  to  mobilities  of  1500,  3000,  and  4200 
cm^/Vs.  The  magnitude  of  the  conductance  is  shown  in  Fig.  35(a).  The 
real  and  imaginary  parts  of  the  condivity  are  plotted  in  parts  (b)  and  (c) 
of  the  figure.  The  use  of  several  different  mobilities,  and  scattering  times, 
insures  that  the  basic  response  frequency  is  not  due  to  the  conductivity  roll¬ 
off  at  frequencies  such  that  ut  >1.  In  all  three  cases,  the  magnitude  of  the 
conductivity  peaks  at  about  1.5  THz,  although  the  peak  height  is  sensitive 
to  the  magnitude  of  the  mobility.  This  peak  arises  from  the  large  reactive 
a)ntribution  to  the  conductivity,  as  may  be  seen  from  Fig.  35(b),  even  though 
the  real  part  of  the  conductivity  passes  from  negative  to  positive  at  this 
point,  as  shown  in  Fig.  35(c).  It  should  be  noted  that  this  is  almost  an 
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order  of  magnitude  below  the  bulk  carrier  plasma  frequency  at  the  doping 
level  used,  so  that  the  oscillation  leading  to  this  peak  is  not  simply  a  plasma 
oscillation  in  the  bulk  density.  Nor  is  it  related  strongly  to  the  oscillations 
of  the  two-dimensional  plasma  in  the  well  at  the  wave  vector  corresponding 
to  the  well  thickness,  as  this  frequency  actually  lies  above  the  bulk  plasma 
frequency.  Nor  is  it  a  simple  RC  effect,  since  the  change  in  the  mobility 
would  be  expected  to  change  and  hence  the  RC  roll-off  frequency.  Rather, 
the  dominant  time  in  these  figures  seems  to  be  strongly  related  to  the  time 
necessary  to  tunnel  through  the  resonant  structure,  although  the  latter  is  a 
controversial  subject.  However,  this  time  (as  estimated  from  the  tunneling 
of  Gaussian  wave  packets  through  resonant  structures^)  does  correlate  well 
with  the  peak  frequency  in  Fig.  35.  However,  Tsuchiya  et  al.^  report 
studies  which  show  that  the  switching  time  correlates  well  with  changes  in 
the  effective  mass  of  the  material  system  used,  and  not  well  with  barrier 
thicknesses.  This  latter  does  not  support  a  tunneling  time  interpretation, 
and  especially  not  one  in  which  the  tunneling  is  sequential.  It  shotdd  be  also 
noted  that  the  frequency  of  the  peak  is  quite  near  to  the  Bloch  frequency 

eEd  eV 
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where  V  is  the  voltage  drop  across  one  of  the  barriers  (the  voltage  drop 
between  the  quantum  well  and  the  states  on  the  other  side  of  one  of  the 
barriers).  However,  there  is  very  little  work  on  the  relation  of  the  Bloch 
frequency,  which  is  usually  defined  in  a  periodic  structure,  and  the  states 
of  a  single  quantum  well  (although  this  is  the  basis  of  Bloch  oscillations  in 
single-electron  tunnehng  structures'^),  and  it  is  clear  that  more  work  needs 
to  be  done  to  clarify  the  limiting  frequencies  of  the  DBRTD. 

14.  The  Role  of  Dissipation 

The  above  simulations  were  carried  out  in  the  rel20cation-time  approx¬ 
imation  (85)  with  a  constant  scattering  time.  This  is  certainly  an  over¬ 
simplification  of  the  scattering  processes,  and  it  would  have  been  better  to 
utilize  at  least  an  energy-dependent  relaxation  time,  although  there  is  no 
equation  with  which  the  local  energy  can  be  determined  in  the  direct  solu¬ 
tions  of  (30).  The  literature  contains  many  allusions  to  an  inaccuracy  of  the 
relaxation-time  approximation  itself,  in  that  it  is  often  asserted  that  it  is  not 
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charge  conserving.  In  fact,  it  should  not  be  on  the  local  basis,  but  should 
be  so  on  the  global  basis  (i.e.,  the  total  charge  in  a  device  must  remain  such 
that  the  overall  device  is  charge  neutral).  Indeed,  if  we  required  that 

/(R,p)-/o(R,p) 

’•(p) 

there  would  not  even  be  a  drift- diffusion  model.  We  must  recall  that  the 
latter  is  found  by  rearranging  the  Boltzmann  triansport  etiuation  (1),  in  the 
relaxation- time  approximation  and  in  steady-state,  to  obtain 

/(R,P)  =  /o(R,p)-r(p) 

and  if  (137)  were  valid,  there  would  be  no  current  flow  generated  from  this 
equation.  Rather,  (138)  just  illustrates  that  the  current,  which  is  obtained 
by  taking  the  first  moment  with  respect  to  momentum  of  -this  equation, 
arises  from  a  balance  between  the  driving  forces  (contained  within  the  square 
brackets)  and  the  dissipation  (represented  by  r). 

To  go  beyond  the  simple  model  of  a  constant  relaxation  time  used  above, 
one  must  extend  (30)  to  include  the  actual  scattering  processes  in  their  nat¬ 
ural  physical  basis.  Levinson^^^  included  the  quantum  mechanical  terms 
for  inelastic  scattering  in  his  derivation  of  the  Wigner  equation  of  motion 
from  the  density  matrix.  These  inelastic  processes  were  included  only  to 
the  equivalent  of  first-order  in  time-dependent  perturbation  theory,  but  they 
were  done  in  a  manner  that  incorporated  the  intra-collisional  field  effect 
(essentially,  the  existence  of  a  non-zero  collision  duration  that  allows  for  an 
interference  between  the  inelastic  process  and  an  accelerating  potential).*’*^ 
Inelastic  processes  have  subsequently  been  included  in  the  simulation  of  the 
DBRTD,®^^*^^  but  to  relatively  low  order  in  perturbation  theory.  Neverthe¬ 
less,  the  best  summary  of  the  various  scattering  processes  is  given  by  Frensley 
in  the  appendix  to  his  review  on  the  role  of  boundary  conditions 

In  Pig.  36,  the  effect  of  the  inelastic  processes  on  the  self-consistent  po¬ 
tential  within  a  DBRTD  is  shown,  by  varying  the  strength  of  the  inelastic 
interaction.^^  It  may  be  seen  from  this  figure,  that  when  the  scattering  is 
weak,  a  depletion  layer  forms  in  the  cathode  adjacent  region  within  the  de¬ 
vice,  just  as  described  above.  As  the  scattering  strength  is  increased,  this 
depletion  is  reduced  due  to  the  higher  resistance  of  the  doped  regions,  and 
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at  high  scattering  strengths  no  depletion  layer  is  found  in  this  area.  This 
reinforces  the  above  interpretation  that  the  depletion  region  forms  in  order 
to  match  the  active  area  resistance  to  the  contact  properties,  and  repre¬ 
sents  a  contact  resistance.  Raising  the  resistance  in  the  active  device  area, 
either  with  a  high  rate  of  inelastic  scattering  or  by  the  introduction  of  a 
lightly-doped  buffer  layer  adjacent  to  the  barriers,  eliminates  the  need  for 
this  depletion-induced  resistance. 

While  the  exact  evaluation  and  comparison  of  the  simulation  with  exper¬ 
imental  data  requires  the  inclusion  of  the  detaub  of  the  inelastic  scattering 
processes,  the  major  features  of  the  operation  of  the  DBRTD  are  recovered 
quite  well  with  the  constant  scattering  rate  model.  There  remains,  however, 
room  to  study  the  role  of  the  inelastic  processes  further,  since  they  have  so 
far  only  been  included  to  relatively  low  order  in  perturbation  theory.  How 
they  may  need  to  have  the  basic  Wigner  function  renormalized,  as  is  neces¬ 
sary  in  general  with  the  Green’s  functions  discussed  in  the  next  section,  is 
currently  not  well  known.  ' 

The  coulomb  interaction  among  the  carriers  has  been  included  by  ob¬ 
taining  the  Wigner  function  from  the  real-time  nonequilibriTim  Green’s  func¬ 
tions.^  Here  it  is  found  that  the  scattering  function  contains  memory  effects 
arising  from  the  real  and  advanced  Green’s  functions.  Under  some  simpli¬ 
fying  approximations,  the  electron-electron  interaction  can  be  made  to  look 
like  the  electron-phonon  interaction,  at  least  within  the  form  of  the  mem¬ 
ory  functions.  The  carrier-carrier  interaction  was  also  considered,  along  with 
the  electron-phonon  interaction,  for  carriers  in  a  quantum  well  by  Tso  and 
Horing.^  The  interaction  between  the  electrons  and  holes  is  shown  to  give  a 
transient  negative  electron  mobility,  as  seen  experimentally  in  laser  excitation 
experiments.^® 


15.  Other  Devices 

Tsuchiya  et  al.^  have  used  the  Wigner  function  to  simulate  the  linear 
and  nonlinear  transport  in  an  electron  waveguide,  in  which  elastic  scattering 
by  impurities  was  included  in  the  simulation.  With  weak  scattering,  they 
find  the  stand2Lrd  quantized  conductance  of  the  waveguide,  given  by  (4). 
As  the  strength  of  the  impurity  scattering  is  increased,  the  steps  in  the 
conductance  are  found  to  deteriorate  and  to  eventually  disappear.  At  large 
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bias  voltages,  the  nonlinear  transport  also  causes  the  conductance  to  deviate 
from  (4).  These  authors  have  also  included  a  gate  across  the  quantum  wire, 
and  studied  the  transient  switching  of  this  gate,  in  analogy  to  that  discussed 
above  for  the  DBRTD.  In  Fig  37,  the  Wigner  function  is  shown  for  two 
different  bias  voltages  on  the  gale  (the  sign  has  been  chamged  from  that  of 
the  authors  to  represent  voltage  and  not  energy).  The  quantum  wire  is  in  a 
two-dimensional  electron  gas  and  is  assumed  to  be  30  nm  wide,  with  a  Fermi 
energy  of  10  mV  at  4  K.  Clearly,  under  a  positive  voltage,  the  region  under 
the  gate  is  accumulated,  while  a  negative  voltage  depletes  the  region  under 
the  gate.  When  the  gate  voltage  is  switched  from  zero  to  50  mV,  creating  a 
potential  well  under  the  gate,  oscillations  are  observed  in  the  current,  which 
are  considered  to  be  due  to  the  resonance  of  the  electron  wave  in  the  potential 
well  formed  under  the  gate.  Isawa  and  Hatano^^  have  also  used  the  Wigner 
function  to  study  a  one-dimensional  ballistic  channel  with  a  single  point 
scattering  represented  by  a  ^-function  potential. 

Miyoshi  et  al.^  have  used  the  Wigner  function  to  study'  the  transport 
of  holes  in  the  two-dimensional  gas  formed  at  the  interface  of  a  InGaAs-InP 
avalanche  photodiode.  In  the  structure,  thin  quaternary  layers  were  inserted 
at  the  interface  to  eliminate  hole  trapping.  Grading  was  also  used  for  this 
purpose,  with  the  latter  found  to  be  more  effective.  Scattering  was  modeled 
by  a  simple  relaxation-time  approximation.  These  authors  have  used  the 
Wigner  function  approach  to  model  both  electrons  and  holes  in  a  separate- 
confinement  heterostructure  quantum  well  laser.^  They  find  that  electrons 
and  holes  are  not  equally  injected  into  the  quantum  well,  which  means  that 
the  conventional  gain  model  needs  to  be  changed. 

V.  Modeling  with  the  Green’s  Functions 

The  previous  two  sections  dealt  with  modeling  devices  in  ways  that  ex¬ 
tend  quite  easily  to  the  semi-classical  world.  The  approaches,  as  pointed 
out  earlier,  involve  only  a  single  time  variable  and  concentrate  on  quantum 
effects  that  arrive  from  spatial  correlation.  The  Green’s  functions,  however, 
include  two  time  variables,  and  describe  propagation/cor  relation  between  two 
spatial  points  at  different  times.  Thus,  temporal  correlation  processes  are  in¬ 
corporated  in  a  more  fundamental  manner.  With  this  abided  complication, 
for  far  more  equations  are  needed  to  describe  the  Green’s  functions,  comes 
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the  benefit  of  a  much  more  direct  incorporation  of  dissipative  processes.  In 
Sec.  5b,  the  set  of  nonequilibrium  Green’s  functions  was  introduced.  These 
different  functions  varied  with  the  ordering  of  the  field  operators  and  time 
events.  While  six  different  Green’s  functions  were  introduced  (the  retarded 
and  advanced  functions,  the  less-than  and  greater-than  functions,  and  the 
time-ordered  and  anti-time-ordered  functions),  only  four  of  these  are  con¬ 
sidered  to  be  independent  in  the  general  nonequilibrium  situation,  and  only 
two  are  independent  in  the  equilibrium  system.  The  difference  between  the 
nonequilibrium  system  and  the  equilibrium  system  lies  in  the  added  require¬ 
ment  in  the  former  case  to  return  the  integration  path  to  the  initial  time,  as 
indicated  in  Fig.  8,  if  we  are  to  properly  retain  normalization  of  the  Green’s 
functions.  This  normalization  is  necessary  if  we  are  to  be  able  to  cancel 
disconnected  Feynman  diagrams  in  a  perturbation  expansion.^*^^^ 

Keldysh  introduced  a  general  method  of  treating  the  set  of  Green’s  func¬ 
tions  with  a  single  matrix  Green’s  function.^  The  Keldysh  matrix  may  be 
written  as 


G  = 


Gt 

G< 


G> 

—Gt 


(139) 


We  may  think  about  this  matrix  form  in  the  following  way.  The  rows  and 
columns  of  the  matrix  correspond  to  the  time  arguments  of  the  Green’s  ftmc- 
tions.  While  it  is  not  correct  to  identify  the  rows  and  columns  with  the  por¬ 
tions  of  the  trajectory  in  Fig.  8,  the  ”11”  position  is  the  Green’s  function 
that  one  would  get  if  both  time  variables  were  on  the  bottom  real  time  path 
(forward  in  time),  and  the  ”22”  position  is  the  Green’s  function  one  would 
get  if  both  time  variables  were  on  the  upper  real  time  path  (anti-time  di¬ 
rected).  The  other  two  arise  for  the  cases  of  contour  ordering  if  the  two  time 
variables  are  on  opposite  parts  of  the  contour,  with  the  contour  extension  to 
the  thermal  equilibrium  point  being  ignored.  The  extension  to  a  3  x  3  matrix 
to  include  the  tail  in  Fig.  8  has  been  carried  out  by  Wagner.^  Actually,  the 
Keldysh  form  rearranges  these  Green’s  functions  slightly  to  obtain  a  zero  in 
one  corner  of  the  matrix.  If  we  subtract  Gt  from  each  term  in  the  matrix,  and 
then  multiply  through  by  a  minus  sign,  the  new  Keldysh  Green’s  function  is 
just 


G2 


0  Ga  ' 

Gr  Gk\' 


(140) 
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where  the  Keldysh  function  is 


Gk  =  G>+G<, 


(141) 


and  the  relations  (40)  and  (41)  have  been  used.  Interchanging  the  rows  of 
(140)  leads  to  another  commonly  used  form“® 


G3  — 


Gt  Gk 
0  Ga 


(142) 


We  can  now  develop  the  equations-of-motion  for  the  non-interacting  forms 
of  these  Green’s  functions;  e.g.,  the  equations  which  the  functions  will  satisfy 
in  the  absence  of  any  applied  potentials  and  perturbing  interactions.  For  this, 
we  assume  that  the  individual  field  operators  are  based  upon  wave  functions 
which  satisfy  the  basic  Schrodinger  equation  (6).  This  leads  to  the  two  matrix 
equations 

-  H„iT)  -  V(r)\  Gzj,  =  M  .  '  (143) 

f-iS  -  V(r'))  G3,o  =  M .  (144) 

where  1  is  the  unii.  matrix  (unity  on  the  diagonal  and  zeroes  off  the  diagonal). 
The  ”0”  subscript  has  been  added  to  indicate  that  this  is  the  non-interacting 
form  (there  is  no  inter- particle  o*'  particle-lattice  interar  n  V  In  the  next  few 
sections,  we  will  show  how  this  is  expanded  to  include  the  electron-phonon 
and  other  interactions,  and  how  it  is  applied  to  study  some  device  structures. 


16.  Homogeneous,  Low-Field  Systems 

Transport,  as  has  been  stated  earlier,  arises  as  i>  balance  between  the 
driving  forces  and  the  dissipative  forces.  To  achieve  a  description  of  transport 
with  the  Green’s  functions,  it  is  necessary  to  now  add  some  interaction  terms 
to  the  Hamiltonian.  The  interaction  term  is  treated  as  a  perturbation  in  the 
usual  case,  along  the  lines  of  the  S-matrix  expansion  of  (35).  These  terms 
are  usually  expressable  in  terms  of  Feynman  diagrams  with  the  use  of  Wick’s 
theorem.  In  the  present  context,  where  it  is  desired  to  treat  dissipation 
through  the  electron-phonon  interaction,  this  procedure  works  relatively  well, 
and  has  been  almost  universally  used.  The  aissumption  is  that  projecting  the 
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time  cixes  back  to  the  initial  time  allows  the  use  of  the  pseudo-equilibrium 
to  justify  the  Wick’s  theorem  expansion.  The  various  parts  of  the  diagrams 
may  be  regrouped  then  into  terms  which  represent  the  Green’s  function  itself 
and  terms  which  represent  the  dissipative  interaction  with  the  lattice,  which 
are  referred  to  as  the  stlf-entrgy.  The  self-energy  may  also  be  expressed  as  a 
matrix  E  just  as  is  the  Green’s  function  G  itself.  We  will  not  treat  the  actual 
Feynman  expansion  here,  as  its  form  is  available  in  numerous  textbooks  and 
review  articles.  Following  this  procedure,  it  is  now  possible  to  write  the 
equation  of  motion  for  the  full  Green’s  function  as 

-  Ha(T)  -  V(r)  j  G  =  M  +  EG  ,  (145) 

f -  /fo(r')  -  V(r')  j  G  =  M  +  GS  ,  (146) 

where,  in  general,  the  Green’s  function  matrix  and  the  self-energy  matrix  are 
of  the  form  (142).  It  should  be  noted  that  the  reduced  notation  ' 

EG(1,3)  =  Jd2S(l,2)G(2,3)  (147) 

involves  an  integration  over  the  included  internal  variables,  and  the  short¬ 
hand  notation  1  =  (rj,  fx)  is  used,  so  that  the  integration  is  over  three  spatial 
variables  amid  a  time  variable.  It  is  necessary  to  point  out  here  that  the  total 
self-energy  has  been  split  into  two  parts;  (i)  a  single-site  pau-t  that  arises 
from  the  external  potential  V’(r)  which  does  not  require  the  integral  of  (147) 
since  it  occurs  at  a  single  point  in  space,  and  (ii)  the  nonlocal  self-energy 
arising  from  the  interaction  of  the  electrons  (or  holes)  with  the  phonons  of 
the  lattice  or  with  other  electrons  (or  holes).  The  normal  Fermi-golden  rule 
assumes  that  the  interaction  takes  place  instantaneously  and  at  a  single  point 
in  space,  which  are  assumptions  that  reduce  the  nonlocal  self-energy  to  a 
single-site  representation  of  the  self-energy.  This  approach  hais  been  followed 
by  some,  who  purport  to  follow  more  general  quantum  transport,^*  but 
reduces  the  results  to  little  more  than  the  Boltzmann  equation  treatment.^^ 
A  somewhat  similar  approach  has  been  used  by  Datta  amd  co-workers,^^  in 
which  the  self-energy  for  the  scattering  process  is  represented  in  the  general 
form 


i:>(r,r';a;)  = 


ifi 


'(r,w) 


5(r-r')  ,  E<(r,r'-,w)  = 


ih 


'(r,a;) 


^(r  -  r')  ,  (148) 
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where  cj  is  the  Fourier-transform  variable  corresponding  to  the  dilTerence  in 
time  t  —  t\  A  similar  description  is  used  for  the  retarded  self-energy,  and  this 
has  been  applied  to  treat  especially  impurity  scattering  in  mesoscopic  devices. 
Here,  however,  we  will  follow  a  more  general  treatment  for  the  electron(or 
hole)-phonon  interaiction. 

A.  The  Retarded  Function 

In  low  fields,  the  general  approach  is  to  seek  the  quantum  transport  equiv¬ 
alent  of  the  Boltzmann  equation.  The  traditional  Boltzmann  equation  is  ex¬ 
pressed  in  terms  of  the  distribution  function  /(R,  p,/).  In  previous  sections, 
it  was  necessary  to  transform  the  density  matrix  or  the  Wigner  distribution 
to  achieve  this  quantity.  Here,  wc  want  to  describe  the  transport  equation  for 
low  fields  in  a  homogeneous  system.  This  is,  in  essence,  a  linear  approxima¬ 
tion.  In  the  process,  we  will  introduce  a  phase-space  distribution,  along  with 
the  Wigner  coordinates  (the  center  of  mass  coordinates).  The  approach  we 
follow  is  that  of  Mahan  and  co-workers, and  treat  only  the  low  electric 
field  case.  It  has  been  extended  to  the  case  of  both  electric  and  magnetic 
fields.355.35« 

We  begin  by  separating  out  the  single  entry  in  the  matrix  equation  above 
for  the  retarded  Green’s  function,  which  leads  to  the  pair  of  equations 

i»^-ifo(r)-V(r)  G.(r,r')  =  «(r-r')  +  ^ rf‘x"E.(r,r")G.(r",r')  . 

-isA  _  HoW)  -  V(r')  G.(r.r')  =  «(r  -  r')  +  ^ <i<x"G.(r,r")E.(r",r')  . 

(149) 

These  are  now  two  equations  that  specify  the  retarded  Green’s  function,  and 
both  must  be  satisfied.  It  is  convenient  at  this  point  to  introduce  the  change 
of  variables  (26),  with  the  equivalent  set  for  the  time  axes  {T  is  the  average 
time  and  r  is  the  difference  time  in  this  approach).  Equations  (149)  now 
become,  after  adding  and  subtracting  the  two  transformed  equations 

J  d^x"(E,G.  -I-  GrEr)  , 
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[ih-^  +  ~  +  cE  •  s)  G,(s,R,r,T)  =  J  rf^x"(E,G.-aE,) .  (150) 

The  functions  inside  the  integrals  on  the  right-hand  sides  of  these  two  equa¬ 
tions  have  not  yet  been  transformed  to  the  new  coordinates,  as  this  is  a 
complicated  process  with  which  we  will  deal  below. 

The  two  equations  in  (150)  describe  the  relative  motion  about  the  center- 
of-mass  motion  and  the  latter  motion  itself.  To  proceed,  it  is  now  use¬ 
ful  to  Fourier  transform  the  relative  motion  coordinates  in  order  to  achieve 
Gr(k,R,T,  fl).  Then,  the  above  equations  become 

-  Efc  -f  ^  +  cF  •  R^  G,(k,  R,  T,  fi)  =  1 


J  J  d<x”(E,G,  -b  G,E,) , 

in  (4^  +  =  J  d^sdre*^-*^ 

X  |d^x”(E,.G,-G.Er).  (151) 


The  second  of  these  equations  has  the  same  streaming  tenns  on  the  left- 
hand  side  as  the  Boltzmann  equation  (1);  however,  the  first  equation  has 
some  problems  which  arise  from  the  streaming  terms  in  the  large  parentheses 
(the  last  term).  This  term  gives  rise  to  a  driving  force  that  has  an  unusual 
position  dependence  in  the  otherwise  homogeneous  system.  This  leads  to 
a  size  dependence  which  is  not  at  all  in  keeping  with  the  physics  of  the 
structure.  On  the  other  hand,  if  this  is  combined  with  the  "frequency”  it 
is  apparent  that  these  two  terms  together  represent  the  gauge  variation  of 
the  energy  and  potential.  This  suggests  a  change  of  frequency  (and  spatial) 
variable  as 


SI  -f- 


eFR 

h 


^  CF  a 


(152) 


With  these  changes,  (151)  become 


hw  —  Eh  -f- 


8m 


Gr(k,R,T’,t*;)  =  1 
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+1  J  J  d*X”ii:rGr  +  Gr^r)  , 

“  ^ + f  -  (I + ''4)1 

X  J  d^x”{ErGr  -  Gr^r)  -  (153) 

The  large  omega  in  the  integral  stills  needs  to  be  transformed  for  these  equa¬ 
tions.  It  is  clear  that  this  variation  in  the  exponential  in  the  transformed 
collision  terms  leads  to  phase  interference  events  for  distances  small  compared 
to  the  inelastic  mean  free  path. 

The  second  of  equations  (153)  contains  a  term  that  is  linear  in  the  held, 
but  it  is  important  to  remember  that  the  major  factor  leading  to  nonlinear 
transport  is  from  the  distribution  function  itself  and  not  from  nonlinear  terms 
in  the  field!  In  fact  this  equation  is  exact  to  higher  orders  in  the  held.  The 
scattering  terms  can  be  quite  complicated,  and  some  form  of  simplihcation  is 
necessary  to  evaluate  them  to  any  great  degree.  Since  the  treatment  in  this 
sub-section  is  supposedly  for  small  electric  helds  in  an  otherwise  homogeneous 
medium,  it  is  possible  to  use  a  gradient  expansion.^^ 

To  proceed,  the  functions  are  expanded  about  the  center-of-mass  coordi¬ 
nates,  which  assumes  thsit  both  of  the  latter  axe  much  larger  than  the  relative 
coordinates.  This  expansion  limits  the  applicability  of  the  results  to  systems 
in  which  the  potentials  are  slowly  varying  in  both  space  and  time.  This  is 
hardly  the  case  in  mesoscopic  semiconductor  devices,  but  is  a  good  approx¬ 
imation  for  linear  transport  in  a  homogeneous  semiconductor.  In  order  to 
illustrate  this  procedure,  only  the  first  term  in  the  collision  integral  on  the 
right-hand  side  of  (153)  is  considered.  This  integral  is 

1  =  J J dre’”’^  j  <f*x”i:,.(x, x’’)Gr(x”, x') .  (154) 

First,  the  center-of-mass  coordinates  y  =  x  —  x'  are  introduced  so  that  the 
integral  is  now  a  function  of  Er(y,x— ^)Gr(x  —  x'  —  y,  ^'*'g-^).  Then,  the 
coordinates  are  again  transformed  to  s  =  x  —  x',  R  =  Finally,  the 

variable  change  w  =  s  —  y  is  made,  and  (154)  becomes 


1  =  J  f  J  J 
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X  Er(y,R+f,r',r+^)G,(w,R-|,r,2’-^).  (155) 

The  center-of-mass  variables  all  appear  with  offsets,  so  that  these  may  be 
separated  by  expanding  the  functions  in  a  Taylor  series,  and  the  Fourier 
transforms  then  taken  so  that  the  scattering  function  now  becomes 

/  =  E,(k,  R,  ft,  T)Gr(K  R, T)  +  ^  {E„  a}  + 

where  the  bracket  operator  is 

dEr  dGr  dEr  dGr  SEr  dGr  BEr  BGr 

-  Q^-  ak  ■  5R  5ft  ‘  ar  ar  '  dsi  ‘ 

This  latter  term  has  a  natural  symmetry  that  is  also  found  in  the  Poisson 
brackets  of  classical  mechanics,  and  the  short-hamd.  notation  of  the  brackets 
is  often  used  for  this  purpose.  The  frequency  derivatives  are  with  respect  to 
the  unshifted  frequency  at  this  point,  so  that  we  must  still  correct  for  the 
change  in  frequency.  This  latter  operation  leads  to 


(156) 

(157) 


ly  ^  1  _  dGr  dEr  BGr  BEr  BGr  BEr  BGr 

Bk  '  BK'^  Bu>  '  BT  BT'  Bu; 


cF  BGr_^  BGr\ 
n  [Blj’  Bk  Bk  '  Buf  )  ' 


(158)  ' 


Already  the  first  term  in  the  gradient  expansion  has  produced  a  term  that 
is  linear  in  the  electric  field.  If  higher-order  terms  are  retained,  they  lea^l  to 
higher-order  terms  in  the  electric  field.  Since  these  terms  have  been  neglected, 
the  resulting  expansion  is  valid  only  to  linear  terms  in  the  field. 

With  these  results,  it  is  now  possible  to  write  down  a  relatively  closed, 
but  still  approximate,  set  of  equations  for  the  retarded  Green’s  function. 
Combining  the  above  results,  these  equations  become 
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where  the  bracket  on  the  right-hand  side  of  (159)  now  refers  only  to  the  first 
term  on  the  right-hand  side  of  (158). 

These  equations  simplify  considerably  for  near  equilibrium  systems  (which 
are  the  ones  of  interest)  that  are  spatially  homogeneous  and  in  steady-state, 
so  that  the  derivatives  with  respect  to  R  and  T  vanish.  Then,  the  above 
equations  can  be  written  as 


[hu-Ek-'i:r]Gr  =  l, 


(160) 


The  first  equation  can  be  solved  quite  simply  to  yield  a  result  that  will  also 
satisfy  the  second  equation  for  sufficiently  small  electric  fields  F.  The  retarded 
Green’  function  is  then  finally  found  to  be  (retaining  only  terms  linear  in  the 
field) 


Gr(k,R,Cc»,r) 


_ 1 _ 

hv-  Ek  —  Er(k,R,w,r) 


+  0(J^). 


(161) 


The  retarded  Green’s  function  in  this  equation  has  no  first-order  terms  in 
the  electric  field.  Thus,  its  form  is  unchanged  from  that  of  the  equilib¬ 
rium  function,  although  of  course  the  self-energy  may  have  tmdergone  some 
changes.  It  may  also  be  expected  that  the  spectral  density  ^(kjR^u;,?)  = 
— 2/m{Gr(k,R,a;,r)}  will  also  have  the  equilibrium  form.  The  equilibrium 
form  of  this  function  is  a  Lorentzian,  which  arises  from  normal  collisional- 
broadening.  These  important  results  will  have  a  major  effect  on  achieving  a 
quantum  Boltzmann  equation  below,  after  finding  the  ’’less-than”  function. 
Before  proceeding,  however,  it  should  be  noted  that  if  the  quadratic  terms 
in  the  field  are  retained  in  the  retarded  Green’s  function,  then  the  inverse 
transform  into  the  difference  coordinates  will  contain  Airy  functions.  This 
observation  provides  a  guide  to  a  powerful  approach  to  the  high-field  terms 
in  the  next  section. 


B.  The  ”Less-Than”  Function 

The  next  step  is  to  repeat  the  above  procedure  for  the  "less-than”  function 
.  It  is  this  latter  function  that  is  related  to  the  distribution  function  that 
we  normally  incorporate  in  the  Boltzmann  equation.  As  before,  we  will 
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encounter  two  equations  which  arise  from  the  two  matrix  equations  (145) 
and  (146).  We  can  write  these  two  equations  as 


hw  —  Ek  + 


8m 


where  the  scattering  functions  are  given  by 


/*  =  /  +  S<G.  ±  G,E<  ±  G^EJ  . 

(163) 

In  the  absence  of  any  collisions,  the  right-hamd  sides  vanish,  of  course.  The 
left-hand  side  of  the  second  equation  has  the  same  form  as  the  Boltzmann 
equation  found  earlier  (except  for  the  second  term  in  the  square  brackets). 
The  derivative  with  respect  to  the  frequency  suggests  a  constraint  that  can 
be  placed  on  the  coimection  between  the  classical  and  the  quantum  forms 
of  the  Boltzmann  equation.  However,  if  we  properly  connect  the  Wigner 
distribution  function  with  the  classical  distribution  function,  then  using  (43) 
to  form  this  function  from  the  above  equation  will  clearly  illustrate  that  the 
frequency  derivative  will  vanish  from  the  classical  limit. 

The  gradient  expansion  can  now  be  used  on  the  terms  in  the  same 
manner  as  previously.  Our  interest  will  remain  focused  on  the  homogeneous, 
steady-state  situation  in  semiconductor8,where  derivatives  with  respect  to 
R  and  T  may  be  neglected.  This  also  means  that  the  gradient  expansion 
terms  can  be  evaluated  at  the  center-of-mass  coordinates  with  the  relative 
coordinates  appearing  in  their  Fourier-trsmsformed  form.  Then,  equations 
(162)  become 


[(-g)£*(-S)£| 


cF 

4^ 


J(4), 


cF 


G<  -I-  2rG<  =  AE<  -I-  ^  •  J(W) , 

(164) 
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where  the  following  definitions  have  been  introduced 


a=Gl  =  lV-y  .  E,  =  El  =  5-tr, 


J(«)  = 


^£<  du  gE<  du 

du)  5k  5k  du  * 


(165) 


We  recognize  the  spectral  density  discussed  above  in  these  definitions.  Sim¬ 
ilarly,  r  is  related  to  the  lifetime  of  the  states  involved. 

It  is  now  possible  to  make  a  further  simplification  for  the  near-equilibrium 
situation.  Since  the  field  multiplies  the  two  bracketed  terms,  the  Green's 
function  within  those  terms  may  be  replaced  by  the  field-independent  form 
since  we  are  only  seeking  the  linear  response  terms.  In  equilibrium,  it  is  pos¬ 
sible  to  separate  the  less-than  function  with  the  ansatz  =  iP{u)A{k,u>), 
where  P(u)  is  the  Fermi- Dirac  distribution  function.  Each  term  multiplying 
the  electric  field  contains  either  a  factor  of  P{u)  or  the  derivative  of  this 
quantity  with  respect  to  frequency,  since  both  and  are  proportional 
to  F(w).  In  the  absence  of  the  field,  is  just  the  equilibrium  form,  and 
the  two  collision  terms  2rG<  and  AE<  must  balance  each  other  (which  is 
just  another  statement  of  detailed  balance).  Thus,  it  is  the  deviation  of  the 
distribution  from  the  Fermi-Dirac  form  which  leads  to  the  transport.  Thus, 
those  terms  involving  the  derivative  of  P{u)  that  must  be  of  importance, 
and  indeed  the  other  terms  will  drop  out.  Thus,  the  second  equation  of 
(164)  becomes 


ieF- 


ap(u>) 

du 


AE<~2rG<  . 


(166) 

This  result  is  the  steady-state  homogeneous  form  of  the  quantum  Boltzmann 
equation.  The  right-hand  side  demonstrates  a  gain-loss  mechanism  which  is 
somewhat  different  from  that  normally  seen,  but  it  may  easily  be  cast  into 
the  normal  form.  To  linear  terms  in  the  field,  this  equation  is  exact  and  its 
derivation  by  Mahaui  and  co-workers  represents  a  major  step  forward  in  the 
use  of  the  real-time  Green’s  functions.^ 


It  may  be  noted  that  the  coefficient  of  the  second  term  in  the  square 
brackets  (left-hand  side  of  the  above  equation)  goes  to  zero  at  the  peak  of 
the  spectral  density.  We  can  reasonably  therefore  neglect  this  second  term, 
as  will  the  velocity  correction  arising  from  the  momentum  derivative  of  S 


101 


in  the  first  term.  This  latter  term  is  a  correction  to  the  velocity  that  arises 
from  the  correction  to  the  single-particle  energies  arising  from  the  real-paxt 
of  the  self-energy,  just  as  the  second  term  is  a  dispersive  velocity  correction 
arising  from  lifetime  effects.  The  neglect  of  these  terms  really  means  that  we 
are  ignoring  any  corrections  to  the  velocity  structure  of  the  single-particle 
energy  states  due  to  the  scattering  processes,  which  is  more  or  less  akin  to 
assuming  that  the  self-energy  shifts  the  bands  in  a  rigid  manner.  Certainly 
this  is  appropriate  to  assume  for  the  linear  response  case.  Then,  (166)  can 
be  rewritten  as 

A2(k,  a;)eF  •  =  -z  {y4(k,w)E<  -  2rG<]  .  (167) 

This  may  be  rearranged  to  give 


=  -i{y4(k,w)E<-2rG<] 


(167) 


=  z>4(k,a>) 


'£<  _ 
2tr 


>l(k,t*;) 


cF*  Vfc 


(168) 


At  this  point,  it  is  necessary  to  introduce  a  form  for  the  self-energy.  It 
is  easy  to  show  that  it  may  be  expressed  in  terms  of  the  Green’s  function 
itself  and  a  phonon  Green’s  function  (we  treat  here  only  the  case  of  phonon 
scattering).  Thus,  but  where  the  Green’s  function  is  evaluated 

at  the  shifted  momentum  and  frequency  according  to  the  phonon  frequency 
and  momentum.  That  is,  we  can  write  the  self-energy  in  the  form 

E<(k,4.)  =  y  E/ ^|M(k,q)|’G<{k±q,u>±«,) .  (169) 

where  the  term  in  the  magnitude  brackets  is  the  matrix  element  and  includes 
the  phonon  occupation  factors,  and  the  summation  runs  over  emission  and 
absorption  processes.  It  has  been  assumed  here  that  optical  phonons,  which 
are  taken  to  be  dispersionless,  are  the  only  phonons  of  interest.  To  proceed, 
we  now  will  make  the  ansatz  that  (168)  can  be  rewritten  as 

G<=iA(k,u;)  P(a,)-A(k,a;)cF.v*5^  ,  (170) 

where  we  now  have  to  evaluate  the  function  A(k,a;).  If  we  use  this  definition 
in  (169),  we  find 


E^(k,ti;)  =  tP(a;)r  —  *cF  •  v^t 


dP(u})  2‘k 
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X  /^^l^(k,q)|'^>4A(k±q,a;±u;,)  ,  (171) 

where  (it  should  not  be  missed  that  a  short-hand  notation  is  used  here,  and 
that  both  A  and  A  have  the  arguments  listed  for  their  product) 

r  =  X  ?  /  l*^**'-  ‘’>1'  ±  *1."  ±  ".)  •  (>72) 


This  now  gives  us  back  our  initial  assertion  on  the  Green’s  function  (170)  if 
the  scattering  kernal  satisfies  the  integral  equation 


A(k,w)  = 


A(k,w) 


2ir 


2r(k,M)  »  5  A2irf ^^'AA(k±q,w±u;,) 


(173) 

The  quantity  A(k,w)  can  be  referred  to  as  a  vertex  correction,  in  that 
the  integral  equation  is  solved  to  find  a  modified  scattering  strength.  For 
example,  if  we  had  assumed  that  there  was  also  carrier-carrier  scattering 
that  modified  the  Green’s  functions,  this  would  also  appear  in  the  scattering 
kemal  A  as  a  correction  for  the  carrier  response,  which  is  one  form  of  dynamic 
screening  of  the  scattering  process.  It  also  has  to  be  considered  that  if  the 
phonon  occupations  are  driven  from  their  equilibrium  forms,  then  the  matrix 
element  above  is  modified  and  a  set  of  equations  must  be  solved  for  the 
phonon  Green’s  functions. 

We  note  that  the  set  of  equations  and  the  paths  used  to  solve  them  is 
just  as  discribed  in  Sec.  2  above.  We  have  first  solved  for  the  retarded 
Green’s  function  in  order  to  find  the  spectral  density.  We  then  solved  for  the 
’’less-than”  Green’s  function,  which  is  related  to  the  distribution  function. 
The  equation  for  this  latter  quantity  was  found  to  be  very  similar  to  the 
Boltzmann  equation,  at  least  in  the  linear  response  used  here.  A  similar 
approach  will  be  followed  in  nearly  every  case  of  quantum  transport  with  the 
Green’s  functions.  The  introduction  of  the  two-time  formalism  has  given  us 
the  need  to  additionally  find  the  spectral  density.  This  was  not  necessary 
in  the  one-time  formalism  since  there  was  zm  integration  over  the  frequency 
(energy)  domain. 
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17.  Homogeneous,  High-Field  Systems 

The  development  of  a  tractable  quantum  transport  approach,  through 
the  use  of  the  real-time  Green’s  functions,  which  incorporates  both  the  col- 
lisional  broadening  of  the  spectral  density  and  the  intracollisional  field  effect 
has  proven  difficult.  (The  latter  is  the  interference  between  the  driving  terms 
in  the  field  and  the  collisions  that  arises  from  the  use  of  the  nonequilibrium 
Green’s  functions  in  the  self-energy.)  Moreover,  this  task  is  further  compli¬ 
cated  by  the  need  to  deal  with  the  length  and  time  scales  relevant  to  modem 
mesoscopic  semiconductor  devices.  The  general  approach  has  followed  that 
of  the  linear  response  approach  of  the  last  section.  While  the  overall  Green’s 
function  approach  is  rigorous  in  principle,  most  applications  have  been  lim¬ 
ited  by  the  introduction  of  the  center-of-mass  approach  and  the  gradient 
expansion.  These  two  processes,  especially  the  latter,  tend  to  limit  the  re¬ 
sults  to  low  fields.  One  of  the  earliest  to  go  beyond  this  was  the  work  of 
Jauho  and  Wilkins,®®^  in  which  high-held  transport  in  a  resonant-level  im¬ 
purity  system  of  scattering  was  treated.  In  this  work,  the  self-tnergies  for 
electron-phonon  as  well  as  impurity  scattering  were  formulated,  although  in 
the  end  the  gradient  expansion  was  invoked  in  order  to  achieve  a  result  for  the 
kinetic  equation.  Nevertheless,  the  power  of  the  Green’s  function  technique, 
when  compared  to  other  approaches,  is  still  evident,^ 

In  order  to  separate  the  ’’distribution  function”  part  of  the  less-than 
Green’s  function  from  the  spectral  density,  one  has  usually  had  to  invoke 
an  ansatz,  such  as  that  leading  to  (166)  in  which  G*'  =  tP(a;)A(k,u;)  is 
assumed.  The  form  of  this  ansatz  has  been  the  topic  of  some  debate,  pri¬ 
marily  as  there  are  several  methods  of  approaching  the  separation.  In  fact, 
the  ansatz  is  usually  a  method  of  recovering  a  single-time  equivalent  of  the 
Boltzmann  equation.  The  use  of  the  gradient  expansion  is  just  one.  type 
of  separation  approach.  A  more  rigorous  approach,  which  is  a  zeroth-order 
approximation  in  the  exansion  of  the  correlation  functions  in  terms  of  the 
collision  duration  time,  has  been  developed  by  Lipavsky  et  This 

form  relates  the  Green’s  function  to  the  density  matrix  as 

t\ Pf)  =  PF)Ga{t,  Pf)  ,  (174) 

where  ^ 

Pf  =  —ihV  +  c  y  drF(r)  (175) 
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is  the  kinetic  momentum  operator.  This  approach  was  found  to  overcome 
a  number  of  limitations  and  effects  that  arise  from  the  normal  ansatz  used 
in  the  separation.^*  We  will  see  below,  however,  that  an  approach  using 
the  Airy  transforms  brings  out  the  separation  automatically  without  having 
to  make  an  unwarranted  ansatz.  Other  approaches  use  exp2uisions  in  the 
field,^^  or  models  for  the  spectral  density.^ 

The  other  item  mentioned  above,  that  has  been  somewhat  controversial, 
is  the  intra-collisional  field  effect.  In  general  approaches  to  the  quantum 
transport,  a  finite  duration  for  the  collision  is  found  to  occur,  and  the  field 
can  interact  with  the  particle  while  it  is  undergoing  its  collision.  Hence,  the 
amount  of  energy  and  momentum  gained  or  lost  in  the  collision  is  modi¬ 
fied  by  the  effect  of  the  field  during  the  coilision.^’^*^  It  was  expected  that 
this  could  make  a  significant  effect  on  the  transport  properties. **’^^*^*^  In 
another  approach,  in  which  the  collisions  were  treated  as  being  completed, 

no  intra-collisional  field  effect  was  observed.^  Later  work,  however,  showed 

* 

that  it  would  appear,  but  would  be  of  such  a  size  as  to  be  negligible  in  nor¬ 
mal  completed  collisions,^  a  result  in  keeping  with  numerical  studies  of  the 
effect.^  To  date,  there  is  no  strong  evidence  that  the  intra-collisional  field 
effect  is  a  significant  process,  with  the  possible  exception  of  impact  ionization 
in  wide-band  gap  semiconductors,  in  which  very  high  fields  are  coupled  with 
relatively  slow  processes.^’^ 

The  collision  duration  itself  is  another  problem,  and  one  which  still  has 
to  be  sorted  out.  There  is  not  much  work  applicable  to  this,  but  one  ap¬ 
proach  using  the  Green’s  functions  is  due  to  Lipavsky  et  oL^  These  authors 
have  also  shown  that  different  definitions  of  the  instantaneous  2q>proximation 
for  the  self-energy  will  lead  to  different  effects  of  the  field  on  the  collision, 
an  effect  that  is  negated  if  wave  function,  and  therefore  Green’s  function, 
renormalization  is  properly  included.^’® 

The  use  of  the  center-of-mass  transformations  introduces  some  non-physical 
variables  into  the  description  of  transport.  These,  in  fact,  make  the  explicit 
assumption  that  the  center-of-mass  time  T  =  {t-\-  t')l2  has  some  inherent 
significance.  This  isn’t  the  case,  and  nothing  makes  the  point  clearer  than 
the  need  to  modify  the  ansatz  used  to  separate  the  distribution  function  from 
the  less-than  function  as  shown  in  (174).  Consider  the  velocity  autocorrela¬ 
tion  function,  which  is  a  function  oit  —  tf,  where  t'  is  the  initial  time  of  this 
function.  The  center-of-mass  time  doesn’t  enter  into  any  consideration  of 


105 


physical  quantities.  The  same  consideration  is  true  for  the  Green’s  functions 
of  interest  here.  If  a  transformation  is  made  to  the  center-of-mass  coordi¬ 
nates,  and  homogeneity  constraints  (such  as  the  assertion  that  the  solutions 
axe  not  functions  of  R)  are  applied  to  the  space  and  time  scades,  this  is  fully 
equivalent  to  coarse- graining  the  Green’s  functions  over  time  and  space  scades 
corresponding  to  the  inelastic  mean  free  path  and  inelastic  mean  free  time. 
It  is  well-known,  particularly  in  mesoscopic  systems,  that  the  local  current 
is  highly  nonuniform,  even  in  otherwise  homogeneous  systems,  and  that  this 
leads  to  universal  conductance  fluctuations  (d.c.  fluctuations  of  the  current 
with  potential,  rather  than  in  time).  This  meams  that  it  will  be  impossible 
to  utilize  these  center-of-mass  formulations  for  such  important  applications 
as  proper  transient  response  and  the  calculation  of  fluctuation  properties  on 
a  scale  smaller  than  these  coarse-graining  times  and  lengths.  Since  many 
modern  semiconductor  devices  have  characteristic  lengths  smaller  than,  or 
comparable  to,  the  inelastic  mean  free  path  (about  0.1  /im  in  Si  at  room  tem¬ 
perature),  these  simplified  approaches  are  doomed  to  failure  in  ^applications 
to  these  devices. 

In  fact,  a  constant  electric  field  breaks  the  symmetry  of  the  system,  so 
that  momentum  along  the  field  is  no  longer  a  good  quantum  number,  at 
least  on  the  scale  of  the  inelastic  mean  free  path.  If  the  field  is  treated  in 
the  scalar  potential  gauge,  it  is  the  spatial  translational  synunetry  that  is 
broken,  and  this  was  seen  to  be  the  case  in  the  approach  of  the  last  section 
where  it  was  necessary  to  remove  an  artificial  dependence  upon  position  by  a 
transformation  of  the  frequency  (energy)  variable  in  (152).  For  this  reason, 
many  authors  have  placed  the  field  in  the  vector  potential,  but  this  breaks 
the  temporal  translational  symmetry,  as  evidenced  from  the  results  of  (175). 
These  facts  have  greatly  complicated  the  search  for  high-field  solutions  for 
the  Green’s  functions. 

A.  The  Airy  Function  Retarded  Green’s  Function 

For  the  above  reasons,  a  diflerent  approach  is  suggested  for  the  treatment 
of  high-field  transport  with  the  Green’s  functions  if  the  proper  space  and 
time  variations  are  to  be  retained.  It  was  remarked  above,  in  connection 
with  the  retarded  Green’s  function,  that  retention  of  corrections  due  to  the 
field  introduced  Airy  functions  in  the  inverse  transformation  to  real  space 
and  time.  Indeed,  if  the  Schrodinger  equation  is  solved  in  the  presence  of  a 
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uniform  electric  field,  the  basis  functions  that  result  are  the  Airy  functions. 
The  approach  to  be  used  here  is  to  begin  at  the  start  by  transforming  the 
position  variable  along  the  electric  field  direction  using  the  generalized  Airy 
transform  (nevertheless,  it  will  be  found  that  the  treatment  still  is  for  the 
steady-state).  This  will  allow  us  to  diagonalize  the  unperturbed  Green’s 
function  in  the  presence  of  the  field  alone,  and  to  achieve  a  simpler  form 
of  the  Dyson’s  equation.^”  Nevertheless,  it  is  assumed  that  the  system  has 
translational  symmetry  in  the  coordinates  normal  to  the  field.  The  general 
Airy  transform  is  defined  by 

F(k,  3)  =  !  Si  j  /({,  z),  (176) 

where  ^  is  the  two-dimensional  position  vector  in  the  (x,y)-pl2aie  and  the 
field  is  assumed  to  be  oriented  along  the  z-axis.  For  the  Green’s  function,  of 
course,  there  are  two  Airy  transformations  on  the  two  coordinates.  In  this 
transform  space,  a  function  that  is  diagonal  in  momentum  k  (assumed)  and 
s  variables  is  translationally  invariant  in  the  transverse  plane  but  not  in  the 
z-direction. 

The  retarded  Green’s  function,  in  the  presence  of  the  field,  still  satisfies 
(149).  These  two  equations  must  be  Airy  transformed.  In  the  absence  of  the 
self-energy,  the  solutions  axe  the  equilibrium  Green’s  function  with  the  field 
present,  which  may  be  shown  to  be 


Gfo(k,  a,  s',  <,  f)  =  -i«o(<  -  t')e-^^lc..(‘-‘'>6(s  -  s') ,  (177) 

’  n 

where 

=  (178) 

in  parabolic  bands.  This  form  has  the  distinct  advantage  that  the  Fourier 
transformation  of  the  difference  variable  in  time  leads  to  (for  a  temporally 
homogeneous  system) 


(k,s,s',a;) 


8{s-s') 

^  +  *7  ’ 


(179) 


which  has  the  generic  form  expected  for  the  retaurded  Green’s  function.  There 
is  a  problem  in  using  this  form  of  the  retau-ded  Green’s  function  as  it  assumes 


107 


that  the  field  was  turned  on  in  the  infinite  past  (as  indicated  by  the  conver¬ 
gence  factor  j/),  but  this  ignores  the  transient  part  of  the  integration  path 
used  for  the  real-time  functions.  However,  this  is  consistent  with  the  ignoring 
of  the  "tail”  segment  connecting  to  the  thermal  equilibrium.  Nevertheless, 
the  approach  to  be  used  here  is  only  for  the  steady-state,  and  cannot  handle 
the  transient  solution.  The  use  of  this  equilibrium  form  allows  us  to  write 
the  equations  (149)  as  integral  equations,  which  are  the  Dyson’s  equations. 
In  the  Airy  transformed  form,  the  first  of  these  equations  becomes 

G,(k.«,s',u)  =  -  /)  +y  *”S,(k.i.s”.u,)G,(k.  , 

(180) 

where  the  diagonality  of  the  equilibrium  function  has  been  assumed  in  the 
prefactor  of  the  integral  on  the  right-hand  side. 

To  proceed,  it  is  now  necessary  to  develop  an  approximation  for  the  self¬ 
energy  that  appears  in  (180).  The  self-energy  is  given  by  the  general  Green’s 
function  expansion^®^  ' 

Er(r,r0  =  t(G,(r,rOD>(r,r')  -J- G<(r,r')D,(r,rO]  .  (181) 

The  operator  ordering  in  the  last  term  (note  that  there  is  no  convolution 
integral  in  this  operator  product)  is  su<^  that  it  vanishes  as  the  denstiy 
goes  to  zero.  As  a  result,  for  nondegenerate  semiconductors,  it  is  pos¬ 
sible  to  ignore  the  second  term.  Moreover,  in  most  semiconductors,  the 
scattering  is  relatively  weak  and  the  self-energy  can  be  calculated  in  the 
Born  approximation — essentially  the  Green’s  function  in  the  first  term  is  re- 
pl2w:ed  by  its  equilibrium,  non-interacting  form  which  is  the  free  propagator. 
Since  the  retarded  Green’s  function  is  still  solved  self-consistently  within  the 
Dyson’s  equation,  collisional  broadening  will  still  appear  in  the  final  form, 
and  the  field’s  presence  in  the  free  propagator  introduces  the  high-field  effects 
within  the  scattering  process.  The  phonon  Green’s  function,  for  non-polar 
optical  scattering,  can  be  expressed  as  (for  equilibrium  phonons) 

Dq  =  53  6{u  ±  wq) ,  (182) 

± 

and  the  matrix  element  includes  the  phonon  occupation  functions.  The  sum 
runs  over  the  emission  and  absorption  processes.  With  these  two  approxi¬ 
mations,  the  retarded  self-energy  can  be  written  as  (where  the  carrier  wave 
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vector  is  split  into  its  field-directed  paxt  and  transverse  part) 

E,(k,k',a;)  =  j  , 

w  =  k  -f  kga.!  —  q  ,  w'  =  k'  -1-  Ar'a,  —  q  .  (183) 

To  be  useful,  the  momentum  dependence  in  the  z-direction  will  be  trans¬ 
formed  back  to  real  space  and  then  Airy  transformed.  In  general,  the  matrix 
element  for  non-polar  optical  phonons  is  not  momentum  dependent,  so  there 
is  no  complication  in  the  matrix  element  from  these  transformations.  Finally, 
the  self-energy  is  found  to  be^^^ 

E,(k,s,<.,)  =  +  ,  (J84) 

where 


M(5,w)  =  At'^iy)  +  yAi\y) ,  N{s,oj)  =  Ai*{y)Bi\y)  +  yAi{y)Bi{y) , 

,  =  (185) 

The  real  and  imaginary  parts  of  the  self-energy  are  plotted  in  Fig.  38  for 
two  different  values  of  the  electric  field  (and  for  parameters  appropriate  to  Si 
at  room  temperature).  The  oscillatory  behavior  of  the  real  part  of  the  self¬ 
energy  is  quite  interesting  and  indicates  that  the  interaction  of  the  field  and 
the  scattering  process  is  creating  an  equivalent  quasi-two-dimensional  behav¬ 
ior  in  the  carrier  gas,  which  is  reinforced  by  looking  at  the  ima^nary  part, 
which  is  related  to  the  density  of  states.  The  step-like  structure  reinforces 
this  interpretation. 

Since  the  self-energy  is  diagonal  in  the  Airy  variable  s,  the  integral  in 
Dyson’s  equation  can  be  removed  by  assuming  that  the  retarded  function  is 
also  diagonal  in  this  variable  or  by  taking  a  delta-function  dependence  for 
the  difference.  This  then  leads  to  the  final  form  for  the  retarded  Green’s 
function 

G,(k,s,a;)  =  E^(k,s,a;)  ’ 

which  is  the  equilibrium  form,  although  the  field  is  present  in  the  transformed 
energy  and  in  the  self-energy.  This  result  differs  from  that  of  the  previous 
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section.  The  spectral  density  is  then  twice  the  negative  imaginary  part  of 
the  retarded  Green’s  function,  and  is 


A(k,s,a;)  = 


— 2/m{Er(k,  s,u;)} 


[hu,  -  £k.,  -  /lc{E,(k,s,u;)}]2  +  [/m{E,(k,s,a;)}]2  ’ 


(187) 


which,  again,  has  the  equilibrium  form,  but  differs  by  the  explicit  incorpo¬ 
ration  of  a  field  dependence.  This  is  shown  in  Fig.  39,  and  the  shift  and 
distortion  due  to  the  field  is  evident.  Note,  however,  that  the  normalization 
is  maintained  and  a  single-time  function,  which  would  integrate  over  this 
spectral  density,  does  not  exhibit  any  large  effect  from  the  field  distortion, 
as  has  been  discussed  above. 


B.  The  Less-Than  Function 

With  the  approximations  above,  it  has  been  possible  to  achieve  a  good 
representation  of  the  spectral  fimction,  which  is  correct  (within  the  approxi¬ 
mations)  to  all  orders  in  the  electric  field.  Although  it  is  constrained  to  the 
case  of  weak  scattering,  it  demonstrates  both  the  intra-collisional  field  effect 
and  the  coUisional  broadening  effects.  With  this  spectral  function,  it  is  now 
possible  to  calculate  the  ”less-than”  Green’s  function  G^.  In  the  low-field 
case  of  the  previous  section,  it  was  found  that  we  had  to  solve  an  integral 
equation  for  a  scattering  function  A.  The  latter  represented  aspects  of  the 
deviation  from  the  Fermi-Dirac  distribution  function.  Here,  an  integral  equa¬ 
tion  will  also  result,  but  in  this  case  it  will  lead  to  the  quantum  distribution 
function  directly,  without  the  need  for  an  ansatz.  However,  this  distribution 
function  will  not  be  the  Wigner  distribution  function.  Rather,  the  quan¬ 
tum  distribution  function  will  be  a  function  of  the  energy  alone,  just  as  is 
found  in  the  equilibrium  case.  To  obtain  the  Wigner  distribution  function, 
we  will  need  to  couple  the  quantum  distribution  with  the  spectral  density 
and  integrate  out  the  frequency  (energy). 

Our  starting  point,  as  in  the  previous  section,  is  the  matrix  equations 
(145)  and  (146),  which  after  introducing  the  Fourier  transforms  on  the  lateral 
position  and  the  difference  time,  and  the  Airy  trainsform  on  the  dimension 
along  the  applied  field,  becomes 

-  £;k..)C?<(k,s,s',a;)  =  J ds’’[E,(k,s,s«,u;)G<(k,s”,s',a;) 


no 


(hi,  -  Ei,,,..)G<{k,s,s\u)  =  J ds-[Grik,s,s\u,)i:<ik,s\s\u) 

+  r<(k,5,5’’,u>)G«(k,s”,5',a>)]  .  (188 

At  this  point,  it  has  already  been  established  that  the  retarded,  and  advance*, 
by  their  connection.  Green’s  functions  and  self-energies  are  functions  of  a 
single  Airy  variable.  This  eliminates  the  integration  through  the  use  of  a 
delta  function  on  the  right-hand  side  of  the  latter  equations.  We  can  then 
formulate  the  sum  and  differences  of  these  two  equations,  which  in  the  present 
case  yield  the  same  resulting  equation.  In  essence  this  result  means  that  these 
two  equations  are  self-adjoint.  The  resulting  equation  is  just 


G<(k,s,A‘^) 


-  G,(k,s,u)-G.(k,a',u)) 

■  £k,.  -  £k,.-  +  S.Ck.i'.u.)  -  E,(k,^,w)^ 

=  G,(k,s,tu)G<|(k,s^w)X)'^(k,s,s',u>) .  '  (189) 


We  note  that  the  retarded  and  advanced  Green’s  functions  have  imaginary 
parts  sharply  peaked  around  the  diagonal,  in  fact  we  have  taken  them  to  be 
diagonal.  In  the  last  line  of  (189),  we  can  now  assume  that  the  less-than 
self-energy  is  also  diagonal  without  any  great  loss  of  generality.  With  this 
approximation,  we  can  now  rewrite  (189)  as 


G<(k,s,a;)  =  iA{k,s,u)f{k,s,uf) ,  (190) 


since  the  first  line  contains  the  spectral  density  in  the  numerator  of  the 
fraction,  and  the  quantum  distribution  function  is  obtained,  without  any 
ansatz,  to  be 

j,,)- 

’  '  2/m{E.(k,i.w))  • 

Although  at  this  point  it  is  not  obvious  that  this  function  will  be  independent 
of  the  momentum,  this  vrill  be  found  to  be  the  case  below,  at  least  for  non¬ 
polar  optical  phonon  scattering. 

The  less-than  self-energy  function  can  be  developed  as  easily  for  the  case 
of  the  non-polar  optical  phonon.  As  previously,  it  will  be  assumed  that  this 
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function  is  diagonal  in  the  Airy  variable,  so  that  we  can  write  it  (as  in  the 
previous  section)  as 


(192) 

which  depends,  of  course,  on  the  less-than  Green's  function.  Now,  we  note  an 
important  fact  about  this  latter  equation.  The  matrix  element  for  the  non¬ 
polar  optical  phonon  is  independent  of  the  phonon  momentum  vector,  so  that 
any  change  of  variables  in  the  integration  over  this  momentum  will  not  affect 
the  final  result  for  the  self-energy.  In  fact,  such  a  change  of  variables  will 
integrate  out  all  of  the  momentum  dependence  on  the  right-hand  side  of  the 
equation.  This  means  that  the  less-than  self-energy  is  a  function  only  of  the 
Airy  variable  s  and  the  frequency  (energy)  w.  A  casual  look  at  (184)  shows 
that  the  retarded  self-energy  likewise  is  a  function  only  of  these  variables. 
Thus,  the  quantum  distribution  function  can  only  be  a  function  of  these 
two  variables.  With  these  thoughts,  the  integral  equation  for  the  quantum 
distribution  function  becomes 

■^**’"*  "  2(3)*/«/m{2.(k,i,u,))  ?  I"*'” 

X  J is'As(^^^)N{s',a±u,)f{3^,w±w,)  ,  (193) 

where 

N{s\ui)  =  J  <P<itA{qt,s',u)  (194) 

is  the  effective  density  of  states  at  the  final  energy  of  the  scattering  process. 
We  note  that  the  denominator  of  the  prefactor  plays  the  same  role  as  F  in  the 
low-field  equations.  In  Fig.  40,  such  a  distribution  function  calculated  for 
the  same  conditions  as  the  earlier  plots  (Si  at  room  temperature)  is  shown. 
It  should  be  remarked  that  the  integral  equation  for  the  distribution  function 
has  a  certain  characteristic  form  typical  of  that  obtained  from  the  Boltzmann 
equation  as  well.  This  integral  equation  can  be  retransformed  into  real  space, 
and  a  Monte  Carlo  procedure  developed  for  it.*^ 
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It  is  not  obvious  that  the  present  formulation  retains  the  desired  property 
of  gauge  invariance.  This  topic  has  been  considered  in  connection  with  the 
Airy  transform  and  the  normal  Keldysh  approach.^^  It  has  been  shown  that 
gauge  invariance  carries  through  to  this  approach  in  a  relatively  straight¬ 
forward  manner.  Moreover,  the  resulting  form  for  the  Green’s  functions  in 
the  Airy  approach  can  be  transformed  directly  back  into  the  more  normal 
formalism  in  a  manner  that  maintains  the  gauge  invariance.^^  Finally,  we 
note  that  the  Airy  Green’s  functions  can  be  connected  directly  to  the  Kubo 
formula  for  the  current,  and  the  resulting  conductivity  can  be  expressed  as®^^ 

+  (*n  -  fit  -  a)/(n) ,  (195) 

where  the  s  variation  has  been  removed  from  the  kinetic  energy  and  placed 
in  the  variable  fl  =  w  —  eFs/h. 

18.  Femtosecond  Laser  Excitation 

The  transport  of  photoexcited  carriers  is  usually  described  with  the  Boltz¬ 
mann  transport  equation,  in  which  scattering  processes,  and  the  excitation 
process  itself,  are  described  via  Fermi  golden  rule  transition  rates.  However, 
today  it  is  possible  to  excite  a  semiconductor  with  a  laser  pulse  that  is  as 
short  as  6  fs.^^  It  is  no  longer  a  siiiq>le  case  of  exciting  an  electron-hole 
pair  with  a  photon  from  one  of  these  lasers,  but  now  one  must  begin  to  deal 
with  the  correlation  that  exists  between  this  electron  and  hole  on  the  short 
time  scale  (<100  fs).  Indeed,  the  polarization  of  the  pair  itself  can  now  be 
measured  with  some  degree  of  accuracy.®’^"®®®  In  general,  the  semi-classical 
description  will  break  down  on  this  time  scale.  First,  an  optical  pulse  creates 
carriers  in  quantum  states  which  are  definitely  not  semi-classical  in  that  the 
initial  carrier  wave  functions  are  super-positions  of  conduction  and  valence 
band  states.®®^  As  long  as  this  phase  coherence  between  the  electron  and 
hole  states — the  interband  polarization — ronains  important,  the  carriers  are 
not  characterizable  as  plane  waves  with  characteristic  momenta  from  either 
the  conduction  or  the  valence  band.  Hence,  on  the  short  time  scale,  this 
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polarization  must  be  taken  explicitly  into  account  if  the  system  is  to  be  de¬ 
scribed  with  any  sort  of  accuracy.  The  second  major  point  is  that  the  short 
time  scale  of  the  optical  pulse  gives  rise  to  a  very  broad  Fourier  spectrum  of 
photons  impinging  upon  the  semiconductor.  The  broadening  in  excitation 
photon  spectrum  that  comes  from  this  short  time  interaction  must  be  taken 
into  account  in  a  manner  equivalently  to  the  coUisional  broadening. 

The  approach  to  treating  rapid  excitation  of  electron-hole  pairs  in  semi¬ 
conductors  is  a  problem  that  is  inherently  a  natural  for  the  Green’s  function 
technique,  although  this  study  is  relatively  recent  in  application.  In  fact,  one 
will  ultimately  want  to  reduce  the  treatment  to  a  single  time  variable,  just  as 
in  the  density  matrix  approach.  However,  the  inherent  correlations  that  must 
be  treated  make  this  a  problem  better  treated  by  the  Green’s  functions  where 
the  temporal  correlations  are  a  natural  result  of  the  basis.  In  fact,  the  prob¬ 
lem  has  been  treated  to  some  degree  both  by  the  density  matrix^  as  well 
as  by  the  real-time  Green’s  function  technique On  the  short-time 
scales,  the  coherence  introduced  by  the  laser  pulse  cannot  be  neglected,  so 
that  the  interband  polarization  must  be  treated  as  another  kinetic  variable. 
The  resulting  developement  leads  to  the  optical  Bloch  equation.^*****"*® 

The  presence  of  the  correlation,  that  is  represented  by  the  interband 
polarization,  is  quite  significant.  The  shock  of  the  intense  laser  pulse  fully, 
and  completely,  separates  the  electron-hole  gas  from  the  thermal  equilibrium 
background.  While  there  has  been  some  work  on  treating  the  development 
of  the  non-equilibrium  system  &om  the  thermal  distribution  (along  the  tail 
of  the  contour  of  Fig.  8),®®*®®  this  approach  is  not  possible  in  the  current 
context.  This  means  that  it  is  generally  not  possible  to  utilize  Wick’s  theorem 
to  discard  the  normal-ordered  products  in  the  Green’  function  expansion 
of  Feynmann  diagrams.  These  products  are  part  of  the  initial  correlations 
that  remain  after  the  laser  excitation,  and  must  be  treated  by  higher-order 
diagrams  in  the  Green’s  function  expansion.®*’®*  In  this  section,  we  want  to 
describe  the  manner  in  which  the  initial  correlations,  and  the  carrier-carrier 
interactions,  fit  into  the  development  of  the  Green’s  function  equation  of 
motions  for  the  two  carrier  types. 

In  order  to  achieve  the  goal  of  writing  the  Green’s  functions  as  products 
of  two  types  of  carriers,  we  expand  the  definition  of  the  Keldysh  matrix  given 
by,  for  example,  (142).  We  consider  that  each  of  the  field  operators  can  be 
either  an  electron  or  a  hole  oi>erator  (an  electron  in  the  valence  band).  Then 
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it  is  possible  to  write  the  equivalent  of  (142)  as 

A,  _  Gee  Gew 

VJTiic  V7w 

which  is  a  resulting  8x8  matrix,  where  here  c  and  v  stand  for  conduction 
and  valence  band  carriers.  The  end  result  will  be  8  equations  for  Green’s 
functions  for  various  types  of  particles  and  their  interactions.  Of  course, 
there  are  certain  symmetry  properties  among  the  various  Green’s  functrons. 
In  the  laser  excited  situation,  however,  we  are  interested  in  the  equivalent 
density  matrices  for  the  two  carrier  types  and  in  the  polarization  (the  cross¬ 
terms  in  the  subscripts  of  the  above  equation).  This  means  that  the  final  set 
of  equations  will  have  a  single  time  variable,  although  we  will  develop  these 
equations  from  the  two-time  formalism.  Various  approaches  have  appeared 
in  the  literature,^^*^’^  but  the  approach  we  will  follow  is  largely  due  to 
Kuhn.39< 

For  the  investigation  of  fast  laser  excitation  of  semiconductors,  and  the 
consequent  coherent  dynamics,  we  need  to  explidtly  consider  the  coupling 
between  the  carriers  and  the  light  field  and  to  include  these  terms  in  the 
system  Hamiltonian.  Here,  we  will  take  the  equal  time  form  of  the  Hamilto¬ 
nian  (replacing  the  field  operators  by  simple  second-quantized  creation  and 
annihilation  operators) 

^0  =  E  + E  ^*44 + E 

k  k  4 

+  ElMk-F<+)cJd^k  +  M^-F(-)d_kCk] ,  (197) 

k 

where  cj^,  (^,  (c^,  &q)  denote  the  creation  (annihilation)  operators 

for  the  electrons,  holes,  and  phonons,  respectively,  =  Eg  +  h^lc^/2me 
and  E^  =  are  the  ek-ctron  and  hole  energies  (measured  from  the 

valence  band  edge),  Mk  is  the  dipole  matrix  element  connecting  the  hole 
state  with  the  electron  state  in  optical  absorption,  and  is  the  Fourier 
coefficient  of  the  field  at  positive  and  negative  frequency  by 

F<+>  =  Fo(<)e-^^* ,  F^->  =  F<+>  ,  (198) 

with  tu£,  the  center  frequency  and  Fo(<)  the  optical  pulse  shape.  The  basic 
variables  now  used  to  describe  the  system  response  to  the  optical  fields  are 
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the  distributions  of  the  electrons  and  holes 

/k  =<  >  >  /k  =<  >  ,  (199) 

and  the  interband  polarization 

Pk  =<  d.y-ct  >  ,  Pk  =<  >  •  (200) 

It  will  be  noted  that  these  are  equal  time  Green’s  functions,  and  therefore 
are  actually  mixed  density  matrices.  It  will  further  be  noted  that  these  four 
functions  are  the  four  blocks  of  the  super-Green’s  matrix  (196).  The  Hamil¬ 
tonian  (197)  does  not  have  any  interactions  among  the  various  excitations 
(electrons,  holes,  and  polarizations),  and  in  the  absence  of  these,  the  equa¬ 
tions  of  motion  become 

-  MiFS(l)d‘“‘'pkl .  (201) 

^  -fi-  fti)\  ■  (202) 

The  main  difference  between  the  coherent  generation  rate  ^(t)  and  the 
Fermi-golden  rule  of  optical  absorption  is  that  in  this  approach  the  generation 
of  carriers  is  a  two-step  process.  The  light  wave  first  creates  a  polarization 
excitation  in  the  semiconductor,  and  then  this  polarization  is  ionized  into  a 
separate  electron  and  hole.  The  connection  with  the  previous  section  is  made 
by,  for  example, 

G^(k,  t,  0  =  *  <  <i-k(Ock(0  >  ,  (203) 

and  this  strange  state  is  achieved  by  noting  that  d_k  creates  a  hole  in  the 
state  — k,  which  in  effect  annihilates  an  electron  in  the  valence  band  elec¬ 
tron  state  k.  This  change  in  notation  is  a  result  of  a  ’’rotation”  of  valence 
electron  states  into  hole  quasi-particle  states.  (In  reading  the  various  liter¬ 
ature  on  this  topic,  one  should  be  aware  of  the  vagaries  of  notation  used. 
The  notation  here  is  that  of  Kuhn^  while  the  alternative  notation  in  terms 
only  of  electron  operators  is  used  by  e.g.  Haug  and  co-workers.”®)  The  ro¬ 
tation  and  renormalization  in  terms  of  quasi-particles  is  often  rdferred  tu  as 
a  Bogoliubov  transformation. 

Dissipative  processes  can  be  added  to  (201)  and  (202)  quite  easily.  The 
interaction  with  phonons  is  directly  added  to  the  equations  for  the  electron 
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and  hole  distribution  functions  through  self-energy  terms  as  described  in  the 
last  section  (the  limitation  to  equal  times  simplifies  the  process  immensely). 
In  fact,  in  this  formulation,  the  electron  and  hole  losses  to  the  phonons  can 
almost  be  as  easily  treated  by  semi-classical  scattering  terms,  and  this  is  one 
approach  that  has  been  used.^^^’^'^^  On  the  other  hand,  the  inclusion  of  a 
collision  broadening  of  the  appropriate  spectral  function  requires  the  reten¬ 
tion  of  the  proper  Green’s  functions  expansions,  and  this  has  been  pursued 
by  Haug  and  co- workers,^  among  others.  In  Fig.  41,  the  energy  distribu¬ 
tion  for  the  electrons  is  shown  at  different  times  for  the  Bloch  equation  model 
treated  by  Kuhn  and  co-workers,  and  is  compared  to  semi-classical  results 
(ignoring  the  polarization  effects).  The  multiple  peaks  are  phonon  replicas 
of  the  initial  excitation.  No  carrier-carrier  interactions  are  included  in  the 
model.  In  Fig.  42,  the  average  kinetic  energy  and  the  polarization  are  shown 
for  comparison.  A  100  fs  pulse  width  is  assumed  in  these  calculations. 

Carrier-carrier  interactions  can  be  added  to  the  process  by  including  an 
additional  term  in  the  Hamiltonian,  which  has  the  usual  form  ^again,  written 
in  a  single  time  formulation) 

=  E  .  (204) 

where  the  three  terms  represent  electron-electron,  hole-hole,  and  electron- 
hole  interactions.  In  addition,  the  interband  exchange  term  has  also  been 
neglected  (in  which  the  electron  and  hole  exchange  momenta).  Using  the 
Heisenberg  equations  of  motion  for  the  various  density  matrices,  we  find  the 
extra  term  for  the  time  rate  of  change  of  the  electron  distribution  function 
to  be 

df^  1 

E  ^q(<  Ck4'-q<^'Ck+q  >  “  <  Ck-q4'-q«=k'Ck  > 

+  <  Ck+q<^k'-q<^k'Ck  >  -  <  4di^,_q4,Ck_q  >]  ,  (205) 

and  analogous  equations  are  obtained  for  the  hole  distribution  function  and 
the  polarization.  If  Wick’s  theorem  is  used  to  factorize  the  products  of  the 
four  operators  into  separate  distribution  functions  and  polarizations,  then 
energy  shifts  are  obtained  corresponding  to  the  Hartree  and  Hartree-Fock 
(exchange)  contributions.  The  polarization  leads  to  a  renormalization  of 
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the  internal  field  that  excites  the  carriers.  There  are,  however,  second-order 
contributions,  which  are  the  higher-order  correlation  functions.^* These 
two-particle  correlations,  when  treated  in  the  lowest  order,  lead  to  terms  (and 
the  need  for  equations  of  motion  for  these  terms) 

<  ^  'l'/k/k+q^k,k'  >  <  >  ~Pk+<lPlc^lc.-k'  • 

(206) 

In  general,  these  lowest-order  terms  now  lead  to  the  lifetimes  of  the  elec¬ 
tron,  hole,  and  polarization  states.^  However,  it  is  not  at  all  clear  that  the 
higher-order  terms  can  be  ignored,  and  normally,  the  four-operator  Green’s 
function  must  be  determined  from  a  self-consistent  integral  equation,  often 
called  the  Bethe-Salpeter  equation.  In  fact,  these  terms  are  also  important  for 
dynamic  screening  of  the  carrier  interactions,  and  the  basic  electron-electron 
term  leads  to  what  is  also  known  as  the  polarization  bubble  (polarization 
here  of  the  electron  gas  separately).  These  higher-order  terms  are  also  im¬ 
portant  for  weak  localization  and  universal  conductance  fluctuations  at  low 
temperatures.^^’**  To  date,  few  of  these  more  complicated  approaches  have 
been  utilized  in  the  femtosecond  excitation  world,  and  this  area  remains  one 
in  which  many  fruitful  advances  are  still  to  be  made. 

In  keeping  with  the  general  treatment  of  the  scattering  as  semi-classical, 
it  is  also  possible  in  numerical  simulations  of  the  femtosecond  response  to  in¬ 
clude  the  electron-electron  interaction  in  real  space  as  a  molecular  dynamics 
potential,  and  this  has  led  to  some  understanding  of  the  effect  of  the  inter¬ 
acting  gas  on  this  time  scale.^  There  have  also  been  attempts  to  include  the 
finite  duration  of  the  collision  that  would  arise  by  retaining  the  full  two-time 
Green’s  function  approach  to  the  femtosecond  response.®®’^ 

19.  The  Green-Kubo  Formula 

In  Sec.  6  above,  the  Kubo  formula  was  developed  in  linear  response  to 
the  applied  fields,  as  represented  in  the  vector  potential.  It  was  noted  there 
that  the  use  of  the  Kubo  formula  was  a  significant  change  from  the  nor¬ 
mal  treatment  of  the  dominant  streaming  terms  of  the  Boltzmann  equation, 
or  of  the  equivalent  quantum  transport  equation,  to  the  relaxation  and/or 
scattering  terms.  With  the  Kubo  formula,  one  concentrates  on  the  relaxation 
processes  through  the  correlation  functions  that  describe  the  transport.  Here, 
we  would  like  to  close  this  loop  once  again  and  talk  about  how  the  real-time 
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Green’s  functions  fit  into  the  Kubo  formula,  with  the  combination  termed  the 
Green-Kubo  formula.  Now,  if  we  note  that  the  quantum  mechanic2Ll  current 
is  described  by 


j  = 


eh 

2im 


mr) 


d^(r) 

dr 


dr 


nr)]  , 


(207) 


then  it  is  not  too  difficult  to  develop  the  Green’s  function  form  of  this  quantity 
to  use  in  the  Kubo  formula  (61).  Using  these  ideas,  it  is  possible  to  write 
the  equivalent  Kubo  formula  in  terms  of  the  Green’s  function  for  the  carrier 
system  as 


<j(r,t)>=-^  lim  (V  -  V')- /  dt,  /  d^s  lim  (Vs  -  V,.) 

X  [G,(r,s',f,t;)G<(s,r',<„t')  +  <^  <  (r,s',f,t;)Ga(s,r',f„<')]A(s,f,) , 

(208) 

where  we  carry  out  the  indicated  integrations  and  limits,  and  A(r,  t)  is  the 
vector  potential 


A(r,t)  dt'F(r,tO  . 


(209) 


It  should  be  noted  here  that  the  displacement  current  has  been  ignored.  Now, 
this  can  be  Fourier  transformed  to  give  the  a.c.  conductance 

/I  \  f  f  n  1 

= -  ass;;  /  +  2>'' 


+  G<(k,  +  t  u')G,(k,-|,u.'-u,) 
which,  after  some  further  changes  of  variables  becomes 

e^h  f  d®ki  f  du/ 


(210) 


„  ,  [  (fki  fdW,  , 

X  [G.(k,,a;')G<(ki  -  k,a;'  -  w) 
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+  G<(ki,a;')a(ki .  (211) 

It  should  be  noted  that  this  conductivity  does  not  diverge  as  the  frequency 
tends  to  zero,  due  to  the  integral  over  the  shifted  frequency.  This  form  has 
certain  advantages,  but  it  has  not  been  utilized  very  much  with  the  real-time 
nonequilibrium  Green’s  functions. 

It  is  now  useful  to  rearrange  the  terms  into  those  more  normally  found 
in  the  equilibrium,  and  low  temperature  forms  of  the  Green’s  functions.  For 
this,  we  make  the  ansatz 

G<(k,a;)  =  ifiu)Aik,u)  =  -/(w)[G.(k,a;)  -  G.(k,u;)]  .  (212) 


This  ansatz  was  shown  to  be  correct  for  the  low-field  Green’s  function  and 
for  the  Airy  transformed  Green’s  functions  in  previous  sections.  It  is  also 
correct  in  equilibrium  for  zero-temperature  and  thermal  Green’s  fimctions, 
but  it  is  not  in  keeping  with  the  normal  high-field  ansatze  that  have  been 
used  in  the  Kadanoff-Baym  and  Keldysh  representations.^  Nevertheless,  we 
shall  pursue  this  definition.  Using  this  in  (211)  leads  us  to 


—  Ga(ki,cj^)Ga(ki  —  k,cj'  — — w) 

-  G.(ki,  w')G.(ki  -  k,a;'  -  a;)[/(u;0  ~  /(u;'  -  w)]}  .  (213) 

The  first  two  products  of  Green’s  fimctions  will  cancel  one  another.  This  can 
be  seen  by  changing  the  frequency  variables  as  u/*  =  u/  —  (j,  then  using  the 
fact  that  cr(k,w)  =  <r*(k,  —u)),  and  Gr  =  G*.  Thus,  we  are  left  just  with  the 
last  term  in  the  curly  brackets.  For  low  frequencies,  the  distribution  function 
can  be  expanded  about  cu',  so  that 


„  ^  /■  cPki  f  du}\  M/-. /I  t  / 

'(>'■“)  =  y  Hrf  y  ^k..kG.(k.,a.  )G.(k,  -  k,« 


(214) 

Finally,  at  low  frequencies  and  for  homogeneous  material,  we  arrive  at  the 
form 

W-  ■  (215) 
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In  the  case  of  low  temperatures,  the  derivative  of  the  distribution  function 
is  essentially  a  delta  function  at  the  Fermi  energy.  For  this  case,  and  with  a 
change  to  the  velocities  in  the  arguments,  one  arrives  at 

where  up  =  Epffi.  The  sum  over  the  mcmentum  counts  the  number  of 
states  that  contribute  to  the  conductivity  and  results  in  the  density  at  the 
Fermi  energy.  In  mesoscopic  systems,  where  only  a  single  transverse  state 
may  contribute,  the  Landauer  formula  (4)  (an  additional  factor  of  two  arises 
from  a  summation  over  spin  states)  is  recovered  when  it  is  recognized  that 
|Gr(ki,tL»f’)p  is  the  transmission  for  the  mode.  Even  if  there  is  no  transverse 
variation,  the  integration  over  the  longitudinal  component  of  the  wave  vector 
will  produce  the  difference  in  the  Fermi  energies  at  the  two  ends  of  the 
samples. 

The  approach  (215)  has  been  extensively  utihzed  by  the  Purdue  group  to 
model  mesoscopic  systems  with  the  equivalent  Landauer  formula  for  nonequi¬ 
librium  Green’s  functions.  For  mesoscopic  waveguides  in  the  linear  response 
regime,  even  with  dissipation  present,  they  have  shown  that  this  form  can 
be  extended  to  the  use  of  a  Wigner  distribution,  which  then  can  be  used  to 
define  a  local  electrochemical  potential,  but  that  sensible  results  are  obtained 
when  these  potentials  are  defined  in  an  average  sense  over  regions  the  size 
of  a  de  Broglie  wavelength.^®®  They  have  also  investigated  the  simulation  of 
dissipative  scatterers  by  the  use  of  voltage  probes,  but  find  that  the  formu¬ 
lation  is  robust  enough  to  introduce  the  scatterers  directly  into  the  Green’s 
function.®®®  This  latter  has  led  to  a  general  multi-probe  formula'*®®  and  to 
a.c.  response.*®^  In  Fig.  43,  the  solutions  for  the  electrochemical  potential 
and  current  density  are  shown  for  a  quantum  waveguide  with  a  stub  sidearm. 
One  important  result  of  this  calculation  is  the  large  potential  drops  at  the 
cathode  and  anode  contacts  apparent  in  the  structure. 

The  role  of  surface  scattering  in  mesoscopic  quantum  waveguides  has 
also  been  investigated  through  the  use  of  the  Kubo  formulation.*®®  In  this 
latter  work,  it  is  found  that  the  presence  of  edge  roughness  can  open  gaps 
in  the  energy  spectrum  of  the  carriers  for  a  one-dimensional  wire,  but  this 
does  not  occur  in  higher  dimensions.  The  Green’s  function  approach  has 
also  been  utilized  to  study  magnetotransport  in  these  quasi-one  dimensional 
wires.*®®’*®* 
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Usually,  the  Kubo  formula  and  the  Green’s  functions  developed  above 
have  been  limited  to  the  nearly  (or  exactly)  homogeneous  semiconductor. 
Jauho  has  extended  this  approach  to  the  strongly  inhomogeneous  situa¬ 
tion  by  the  introduction  of  a  new  ansatz.'*®®  Here,  the  Green’s  function 
Az,w,R)  is  expanded  as  a  product  of  the  spectral  density  and  a 
quasi-distribution,  the  latter  of  which  is  composed  of  a  mini-(Wigner)distribution 
for  each  transverse  mode  present  at  R  and  the  wave  functions  propagating 
in  the  z-direction  as 

G<(k.,.Az.a,,R)=  Y:  rUR.  +  -  ^) 

x.fl.v‘=±  ^  ^ 

X  Ex,  R).4(k^,  Ex,  R) .  (217) 

Here,  the  inhomogeneous  potential  along  a  mesoscopic  device  may  be  treated 
non-perturbatively.  Others  have  looked  at  other  generalizations  of  (215),®® 
and  at  the  time-dependent  transport  in  nonlinear  structures.^®®  Finally,  there 
has  been  an  effort  to  extend  the  general  approach  to  obtain  e.g.  an  energy 
balance  equation  along  the  line  of  the  treatment  of  Secs.  7  and  8.*^ 

The  formula  (216)  has  found  significant  usage  at  low  temperatures  to 
model  quantum  wires  with  what  are  known  as  real-space  lattice  Green’s  func¬ 
tions,  or  recursive  Green’s  functions.^®®*®®®  These  were  studied  initially  in  con¬ 
nection  with  universal  conductance  fluctuations,®®  and  have  since  been  used 
extensively  to  study  general  conductance  in  multi-terminal  mesoscopic  de- 
vices.®®’^^®"^*®  Some  formal  considerations  on  extending  an  arbitrary  Hamil¬ 
tonian  result  to  more  general  Hamiltonians  has  also  been  presented.^'®  It 
has  also  been  extended  to  the  consideration  of  Coulomb  interactions  among 
the  electrons  on  the  lattice  sites,^*^  and  to  self-consistent  fields  due  to  gated 
potentials.^*® 

The  general  approach  to  the  site-representation  evaluation  of  the  Kubo 
formula  begins  with  writing  a  new  Hamiltonian  for  the  total  "energy”  in  the 
system.  This  may  be  done  as 

^  ~  d”  -|-  -f-  Vy[Cjf.Cj^lc~i  -f-  Cy  . 

j,k  j,k 

(218) 

This  ''"ads  to  an  equivalent  expression  for  the  current  in  the  i-direction  as 
jx  =  X)  k;(cJfcCy_i,Jt  -  cj_j  fcCyfc]  ,  (219) 

”  i,k 
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and  the  conductivity  is  then,  from  the  Kubo  formula 


CTxx  = 


(  1 

hV  \E-H  +  it) 


^  t'}^  I  ■  (220) 

Then,  this  may  be  simplified  by  recognizing  that  the  energy  functions  are 
the  Green’s  functions,  and 


a 


41/2  r 2. 2 

= - )^Tr  {GUr  -  ^J)G'UU  -  1,/)  +  GUfJ)Gtdj  -  1, i'  -  1) 

-G'ur  -  hj)G'Uj  -  hr)  -  Gi,.{j\j  -  -  i,r  - 1)} .  (221) 


In  the  above,  the  quauitities  14,  L*,  V  and  Ejk  are  the  interaction  energy 
between  neighboring  sites,  the  length  of  the  "lattice”  in  the  x-direction,  the 
"volume”  of  the  simiilation  crystal,  and  the  site  energy,  respectively.  Usually, 
the  interaction  energy  is  held  fixed,  at  least  for  one  direction,  and  the  site 
energy  incorporates  the  disorder  (due  to  impurity  scattering,  for  example) 
by  allowing  this  quantity  to  vary  over  the  range  —W/2  to  W/2  with  a  uni¬ 
form  distribution — the  so-called  Anderson  model.  The  trace  runs  over  the 
subscripts  k  and  k'  in  the  y-direction.  Here,  we  will  use  the  notation  that 
G(j)  is  a  column  matrix  whose  elements  are  Gk(j)- 

It  is  necessary  to  build  up  the  overall  Green’s  function,  and  this  is  usually 
a  self-consistent  process.  Rather  than  follow  this  usual  case,  an  ^proxima- 
tion  is  made  by  propagating  metallic  Green’s  functions  in  from  the  boundary 
as 


G^(i)  =  {<?o^(j)  +  l'4|^G^(;-i)}, 

1 


GoM  = 


E  -  Ejk  +  it] 


(222) 

(223) 

(224) 


The  Green’s  functions  are  propagated  separately  from  the  left  and  the  right 
directions,  and  then  the  two  versions  are  added  together  to  give  the  total 
Green’s  function.  Once  this  is  done,  the  conductivity  can  be  computed  as  a 
function  of  the  energy  E.  ■ 
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Variations  of  this  general  approach  have  been  used  by  Sols  et  al  to  study 
a  stub-tuned  waveguide  " transistor In  Fig.  44,  the  general  structure  of 
the  device,  and  the  transmission  coefficient  for  a  range  of  parameters,  are 
shown.  The  approach  has  also  been  used  to  study  the  resonant-tunneling 
diode  in  the  presence  of  electron-phonon  coupling.  Fig.  45  shows  the 
general  structure  of  the  device  and  the  tunneling  coefficient  as  a  function 
of  energy  in  the  presence  of  the  dissipative  interaction.  The  density  in  the 
quantum  well  is  illustrated  in  Fig.  46  as  a  function  of  the  transmission 
coefficient,  while  the  build-up  time  is  plotted  as  a  function  of  the  well  width 
in  Fig.  47. 


20.  The  Resonant-Tunneling  Diode 

Section  4  above  discussed  the  variety  of  devices  that  have  become  the 
test  vehicles  for  examining  the  role  of  quantum  transport.  Foremost  among 
these  is  the  resonant  tunneling  diode.  A  variation  of  this,  the  quantum  dot, 
in  which  a  resonant  section  of  an  electron  waveguide  is  coupled  to  two  other 
(input/output)  waveguides,  was  also  discussed.  It  turns  out  that  these  are 
essentially  the  only  devices  in  which  &  y  extensive  study  of  quantum  trans¬ 
port  with  the  Green’s  functions  has  been  made.  One  approach  in  fact  uses 
a  single  particle  Green’s  function,  and  the  poles  of  this  latter  function,  to 
identify  the  resonant  states  within  the  resonant-tunneling  diode.^^*  Using 
the  Kubo  formula,  it  is  conceptually  easy  to  determine  the  current  through 
the  resonant-tunneling  diode,  although  the  introduction  of  a  self-consistent 
potential  distribution  complicates  this  task.  A  quasi-analytic  theory  to  de¬ 
termining  the  self-consistent  population  of  the  resonant  state  was  introduced 
by  Lu  and  Horing.^*^  Here,  it  was  found  that  there  could  be  a  suppression 
of  the  tunneling  current,  due  to  the  exclusion  principle,  when  the  resonant 
state  was  significantly  occupied.  On  the  other  hand,  Davies  et  al*^  have 
demonstrated  that  the  semi-classical  rate  equation  picture  holds  both,  in  the 
coherent  limit,  in  which  transport  through  the  double  barrier  is  described  in 
a  simple  wave  mechamics  picture,  and  in  the  limit  where  scattering  in  the 
resonant  state  makes  a  classical  ’’sequential  tunneling”  picture  more  appro¬ 
priate.  In  the  case  where  the  electrons  are  incident  with  an  energy  greater 
than  that  of  the  resonant  state,  elastic  scattering  can  "focus”  the  electrons 
into  final  states  whose  final  states  for  motion  perpendicular  to  the  barrier 
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plajies  closely  matches  the  energy  of  the  resonant  state.^^*  This  implies  that 
the  lateral  momentum  contributions  are  randomized  in  such  a  manner  that 
the  longitudinal  momentum  closely  matches  the  energy  of  the  resonant  level. 

The  role  of  inelastic  scattering  in  the  resonant  tunneling  diode  has  been 
examined  by  a  variety  of  authors  within  the  Green’s  function  formalism.  The 
earliest  studies  focused  upon  the  tunneling  of  carriers  which  were  assisted  by 
an  infrared  photon  beam,  with  the  result  that  the  photon-induced  resonant 
tunneling  could  be  switched  and  controlled  by  the  change  of  the  applied 
bias.^“  Later  work  showed  that  the  role  of  the  inelzistic  processes  depended 
upon  the  transparency  of  the  barriers,  particularly  in  thicker  barriers  where 
the  charge  in  the  well  would  be  larger.^®  In  Fig.  48,  the  density  in  the 
resonant-tunneling  diode  is  shown  as  a  plot  of  the  distribution  function  versus 
both  energy  and  position.  Here,  it  is  clear  that  a  phonon  emission  process  is 
imderway  during  the  tunneling  of  the  particles  through  the  structure.  The 
possible  role  of  multiple  scattering  (higher-order  interactions)  has  also  been 
studied  recently.^^ 

The  tunneling  time  for  carriers  through  the  double-barrier  structure  has 
been  of  some  interest  in  connection  with  the  debate  over  the  tunneling  time 
for  particles  moving  through  a  barrier.  One  approach  is  to  calculate  the 
ohmic  conductance  through  the  structure  as  a  function  of  the  frequency  of 
the  bias  potential. From  these  studies,  it  is  found  that  the  basic  a.c.  con¬ 
ductance  rolls  off  at  a  frequency  corresponding  to  the  width  of  the  resonance 
level  AEt  divided  by  Planck’s  constant,  or 


fro  = 


AEr 


(225) 


However,  these  latter  authors  find  that  there  is  a  peak  in  the  conductance 
if  the  barriers  are  unequal,  which  in  fact  is  the  usual  case.  Other  studies 
indicate  that  lateral  confinement  also  affects  the  a.c.  conductance,^^  as  does 
the  presence  of  charge  in  the  well,^^  where  the  absence  of  charge  in  the  well 
basically  slows  the  transient  svritching  due  to  the  need  to  charge  %he  well  and 
its  intermediate  state.  A  more  complete  theory  is  one  in  which  it  is  necessary 
to  discuss  the  differences  between  transits  through  the  well,  charging  of  the 
well,  and  tunneling  processes.^*®  From  this  latter,  it  is  demonstrated  that 
there  are  two  charsicteristic  time  scales  of  importance — that  of  the  steady- 
state  current  characteristic  time  (which  appears  in  the  conductance)  and 
that  of  the  charge  in  the  well  Qw-  These  two  define  the  dwell  time  and  the 
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transit  time,  where  the  latter  is  defined  by  Qwjjdc-  The  transit  time  is  an 
intrinsically  static  quantity,  while  the  response  time  (similar  to  the  roll-off 
frequency  discussed  above)  is  important  for  a.c.  properties.  The  response 
time  is  found  to  be  dominated  by  the  escape  rates  out  of  the  quantum  well 
for  the  stored  charge  in  the  well.  Carrier-carrier  scattering  does  not  affect 
these  cor;  elusions  to  any  great  extent.'*^ 

As  pointed  out  in  the  Introduction,  the  quantum  dot  is  a  mesoscopic 
equivalent  of  the  resonant  tunneling  diode,  except  that  it  is  usually  studied 
in  the  ew  electron  regime.  The  mesoscopic  quantum  dot  has  been  studied  in 
analogy  to  that  of  the  diode.  Here,  in  an  approach  that  treats  the  charging 
of  the  dot  region  through  a  Hubbard-like  term  in  the  Hamiltonian,  it  is  found 
that  charging  of  the  dot  region  strongly  affects  the  overall  transmission.^^  Of 
course,  the  few-electron  quantum  dot  is  subject  to  the  normal  single-electron 
charging  with  conductance  peaks  as  electrons  charge  and  discharge  the  dot 
region.^^*’^^  The  overall  behavior  has  recently  been  reviewed^  and  will  not 
be  dealt  with  to  any  great  extent  here.  The  use  of  Green’s  functions  has, 
however,  identified  the  importance  of  carrier-carrier  interactions,"*^  and  the 
nonlinearities  introduced  by  the  charge  in  the  well.^ 

The  use  of  the  real-time  Green’s  functions  has  mainly  been  limited  in 
practice  to  nearly  homogeneous  high  field  structures  and  to  linear  response 
in  inhomogeneous  structures.  Nevertheless,  it  has  the  capability  to  provide 
the  most  in  depth  look  at  the  actual  physics  of  nanodevices,  and  its  use  is 
still  open  to  considerable  study. 
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Figure  1  The  Wigner  dixlribution  showing  the  density  variation  adjacent  to  an 
infinitely  high  potential  in  the  space  x  <  0.  The  oscillations  at  higher  momentum 
value  arise  from  interference  of  the  waves  peaking  closer  to  the  interface. 

Figure  S  A  schematic  depiction  of  the  embedding  of  a  device  in  its  surround¬ 
ings:  boundaries,  contacts,  etc. 

Figure  S  The  potential  distribution  for  a  double-barrier  remnant-tunneling 
diode.  In  (a),  the  potential  is  shown  in  equilibrium.  The  full  states  (shaded) 
on  either  sides  of  the  barriers  are  coupled  only  by  tunneling  through  the  entire 
structure.  Under  bias,  however  (b),  the  resonant  level  is  aligned  with  the  states 
in  the  emitter,  allowing  them  to  tuimel  through  with  a  probability  approaching 
unity. 

Figure  4  The  gate  electrodes  deplete  the  quasi-two-dimensional  electron  gas 
under  them  to  create  a  quantum  dot  region  in  the  inclosed  area.  The  size  of  this 
area  can  be  adjusted  by  depleting  additional  states  with  the  ’’tuning”  electrode. 
This  adjusts  the  resonances  and  transmission  through  the  structure. 

Figure  5  A  quantum  waveguide  equivalent  of  the  DBRTD  and  quantiun  dot. 
(a)  The  wide  re^on  of  the  waveguide  provides  mode  propagation  at  a  lower  energy 
than  the  thinner  waveguides.  This  provides  the  equivalent  of  the  resonant  energy 
in  the  DBRTD  and  the  dot  levels  in  the  quantum  dot.  (b)  ([Computation  of  the 
current  transmission  through  the  structure  leads  to  a  negative  differential  conduc¬ 
tance  just  as  in  the  DBRTD.  In  this  calculation,  ^3  =  1^5  =  25nm,  W4  =  45nm, 
and  Wi  =  W2  =  500nm.  The  length  of  the  center  section  is  25nm  and  that  of  the 
two  barrier  sections  is  20  nm.  In  addition,  a  depletion  in  from  the  edge  is  assumed 
under  bias,  with  =0,^2  =  0.5,  63  =  1.0,  and  64  =1.5  nm.  The  Fermi  energy 
is  5  mV,  and  the  temperature  is  assumed  to  be  0  K.  (After  (joodnick  et  aiL,I£E£ 
Electron  Dev.  Letters  12,  2  (1991),  by  pemussion.] 


Figure  6  The  density  matrix,  in  equilibrium,  for  a  DBRTD.  Charge  in  the 
quantum  well  is  indicated  by  the  small  peak  centered  in  the  gap. 

Figure  7  The  Wigner  distribution  function,  in  equilibrium,  for  a  DBRTD. 
Again,  charge  in  the  quantum  well  is  indicated  by  the  spread  in  the  small  peak 
centered  in  the  gap. 

Figure  8  The  path  of  integration  for  real-time  Green’s  functions  which  are  out 
of  equilibrium.  The  tail  extending  downward  connects  to  the  thermal  equilibrium 
Green’s  functions,  where  appropriate. 

Figure  9  The  quantum  potential  for  the  hyperbolic  tangent  potential  cited  in 
the  text.  The  solution  area  of  the  overall  device  is  200  nm. 

Figure  10  The  quantum  potential  for  a  MESFET  near  pinchoff.  The  gate 
length  is  24  nm,  and  the  active  layer  is  39  nm  thick,  and  doped  to  10*®  cm“®. 

Figure  11  The  carrier  density  across  the  channel,  under  the  gate,  in  a  direction 
normal  to  the  gate  for  a  24  nm  GaAlAs/GaAs  HEMT.  The  dashed  curve  is  the 
case  in  which  the  quantum  potential  is  set  to  zero. 

Figure  12  The  density  matrix  for  a  homogeneous  system,  in  which  the  density 
as  a  function  of  the  off-diagonal  distance,  or  correlation  distance,  for  GaAs  with 
an  electron  density  of  10*^cm"®. 

Figure  IS  (a)  The  charge  density  and  potential  are  shown  for  a  abrupt  (non¬ 
self-consistent)  potential  step.  The  parameters  are  for  GaAs  at  0  K  and  a  doping 
level  of  10*®  cm“®  in  the  region  of  low  potential,  and  an  order  of  magnitude  lower 
in  the  region  of  high  potential,  (b)  The  density  matrix  for  this  situation. 

Figure  14  (a)  The  charge  density  and  self-consistent  potential  for  the  same 
situation  as  in  Fig.  13.  (b)  The  density  matrix. 

Figure  15  (a)  The  density  profiles  for  a  wide  and  a  narrow  barrier.  The  doping 
variations  are  the  same  as  in  Figs.  13  and  14,  which  provide  a  barrier  height  of 
42.7  meV.  (b)  The  density  matrix  for  the  case  of  the  wide  barrier. 

Figure  16  The  quantum  potential  (solid  curve)  and  barrier  potential  (dashed 
curve)  for  the  narrow  barrier  of  Fig.  15. 

Figure  1 7  (a)  The  charge  density,  self-consistent  potential  energy,  and  quantum 
potential  for  a  hetero junction  between  GaAlAs  and  GaAs.  The  composition  of 
the  former  material  is  taken  to  give  a  0.3eV  conduction  band  offset:  (b)  The 
density  matrix  for  the  charge  in  this  heterojunction.  The  GaAlAs  is  the  region 
X  >  lOOnm. 

Figure  18  A  double- barrier  structure  with  5nm  barriers,  0.36^  high,  and  a 
5nm  well  is  solved  by  the  denstiy  matrix  technique,  (a)  The  doping  profile  and 
the  self-consistently  determined  density  in  the  structure,  (b)  The  self-consistently 
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determined  potential  and  the  quantum  potential  for  this  structure.  The  peak 
of  the  quantum  potential  in  the  well  defines  the  quasi-bound  state  energy,  as 
discussed  in  the  text. 

Figure  /P  The  double- barrier  structure  of  Fig.  18  is  immersed  in  a  wider  (40nm 
wide)  quantum  well  with  depth  of  O.lSeV.  In  (a),  the  doping  and  self-consistently 
determined  density  axe  shown,  while  in  (b),  the  self-consistent  potential  and  the 
quantum  potentiad  are  plotted. 

Figure  20  The  real  (a)  and  imaginary  (b)  paurts  of  the  density  matrix  for  a 
uniform  GaAs  structure  in  a  constant  electric  field  of  500  V/cm. 

Figure  21  A  central  5  nm  region  is  assumed  to  have  different  scattering  prop¬ 
erties  from  the  bulk.  The  two  cases  consider  i)  a  scattering  time  of  0.1  ps  in  the 
bulk  and  0.01  ps  in  the  central  region,  and  ii)  increase  of  the  scattering  time  to 
1  ps  in  the  bulk  (with  0.01  ps  in  the  central  region).  In  (a),  the  potential  and 
quasi-Fermi  levels  axe  plotted,  while  in  (b),  the  density  is  plotted  for  these  two 
conditions. 

Figure  22  A  central  region  of  50  nm  is  assumed  to  have  a  lower  scattering  rate 
(1  ps  versus  0.1  ps  in  the  bulk).  In  (a),  the  potential  and  quasi-Fermi  level  are 
plotted,  while  (b)  illustrates  the  density  variation. 

Figure  23  The  potential  (a)  and  density  variation  (b)  across  a  single  tunneling 
barrier,  embedded  in  a  central  lightly-doped  region  (the  parameters  are  discussed 
in  the  text).  The  parameter  for  the  various  curves  is  the  applied  bias. 

Figure  21  The  variation  in  the  quasi-Fermi  level  for  the  structure  and  biases 
of  Fig.  23. 

Figure  25  The  distribution  of  charge  and  the  potential  variation  in  equilibrium 
for  a  single-barrier  structure  (details  are  discussed  in  the  text). 

Figure  26  A  comparison  of  the  n  inferred  from  capadtance  voltage  and  the 
actual  n(x)  determined  from  a  self-consistent  solution  for  the  density  matrix.  The 
inset  shows  a  plot  of  x^/2L^/3  vs.  applied  voltage. 

Figure  27  It  may  be  seen  from  this  construction  that  the  Wigner  function  has 
support  (and  is  non-vanishing)  in  re^ons  in  which  the  wave  functions  vanish. 

Figure  28  Gaussian  wave  packet  that  is  interacting  with  resonant  tunneling 
potential  barriers.  The  barriers  are  indictated  by  the  dark  bands,  (a)  The  inddent 
wave  packet,  moving  from  the  left  toward  the  right,  is  just  beginning  to  interact 
with  the  barriers,  (b)  The  Gaussian  wave  packet  during  reflection.  The  inddent 
and  reflected  components  are  just  forming,  as  is  the  correlation  around  A:  =  0. 
Part  of  the  packet  is  tunneling  through  the  barriers,  (c)  The  Gaussian  packet 
after  tunneling  is  nearly  completed  and  most  of  the  packet  is  reflected.  The 


159 


tunneling  packet  isaiso  well  formed. 

Figure  29  The  I  —  V  curve,  solved  self-consistently,  for  the  DBRTD.  The  po¬ 
tential  is  increased  to  a  maximum  value  of  0.5  V,  and  then  decreased.  A  hysteresis 
is  evident  in  the  curves  and  arises  from  charging  and  discharging  of  the  quantum 
well. 

Figure  50  The  potential  distribution  for  the  DBRTD  for  an  applied  bias  of  0.22 
V,  which  is  near  the  peak  of  the  I  —  V  curve  in  Fig.  33.  Much  of  the  po-  jiitial 
is  dropped  across  a  cathode  adjacent  depletion  layer,  which  leads  to  a  contact 
resistance  and  quantization  in  the  resulting  triangular  potential  well. 

Figure  31  The  potential  distribution  for  the  DBRTD  both  with  and  without 
the  spacer  layers  adjacent  to  the  barriers,  in  the  absence  of  any  applied  bias.  The 
spacer  layers  are  lightly-doped  regions  to  create  resistance  matching  between  the 
active  device  and  the  contacts. 

Figure  32  The  potential  distribution  for  the  DBRTD  both  with  and  without 
the  spacer  layers  adjacent  to  the  barriers,  with  an  applied  bias  of  0.4  V,  a  value 
near  the  valley  of  the  I—V  curve.  Clearly,  the  spacer  layers  have  provided  better 
matching  to  the  boundaries,  so  that  the  depletion  layer  adjacent  to  the  cathode 
is  eliminated. 

Figure  33  The  J—V  curve,  solved  self-oonsistently,  for  the  DBRTD  with  spacer 
layers  adjacent  to  the  barriers.  The  potential  is  increased  to  a  maxinrum  value  of 
0.5  V,  and  then  decreased.  A  hysteresis  is  still  evident  in  the  curves  and  arises 
from  charging  and  discharging  of  the  quantum  well.  The  peak-to-valley  ratio  is 
also  enhanced  by  the  presence  of  the  spacer  layers. 

Figure  34  The  current  transient  that  results  from  switching  the  DBRTD  from 
the  peak  current  to  the  valley  current,  as  indicated  in  the  inset.  The  large  oscilla¬ 
tions  are  thought  to  be  a  coupled  response  due  to  the  charge  plasma  oscillations 
and  the  RC  behavior  of  the  barrier  region. 

Figure  35  The  Fourier  transform  of  the  large-signal  switching  behavior,  for 
three  different  values  of  the  mobility  in  the  bulk  regions,  (a)  The  magnitude  of 
the  conductance  in  the  negative-differential  conductance  regime,  (b)  The  real 
part  of  the  conductance,  which  is  negative  for  frequencies  below  1.5  THz.  (c)  The 
imaginary  part  of  the  conductance,  which  is  inductive  below  2  THz. 

Figure  36  The  potential  (solid  curves)  and  density  (dashed  curves)  for  a  self- 
consistent  Wigner  function  solution  to  the  DBRTD.  (a)  No  dissipation  is  included. 
The  depletion  in  the  cathode-adjacent  layer  is  needed  to  match  the  cathode  in¬ 
jection  conditions,  and  this  result  would  also  be  obtained  from  directly  solving 
Schrodinger’s  equation,  (b)  The  solutions  when  the  energy-dependent  LO  and 
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acoustic  phonon  interactions  are  included.  The  depletion  has  almost  been  wiped 
out  by  the  enhanced  dissipation  in  the  structure,  (c)  The  solutions  when  contact 
resistance  is  added  to  the  inelastic  processes,  with  a  drifted  Fermi-Dirac  distribu¬ 
tion  assumed  in  the  boundaries.  (After  W.  R.  Frensley,  Sol.-State  Electron.  32, 
1235  (1989).] 

Figure  37  The  Wigner  distribution  for  a  gated  quantum  wire,  (a)  A  voltage 
of  -20  mV  has  been  applied  to  the  gate,  which  depletes  the  wire  and  creates  a 
(tunneling)  barrier  in  the  wire,  (b)  A  voltage  of  20  mV,  which  enhances  the 
conductance  and  creates  a  filled  potential  well  in  the  wire,  is  applied  to  the  wire. 
(After  H.  Tsuchiya  et  oL,  Jpn.  J.  Appl.  Phys.  30,  3853  (1991).] 

Figure  38  The  real  (a)  and  imaginary  (b)  parts  of  the  retarded  self-energy 
for  the  Airy  function  model  in  high  electric  fields.  The  reduced  units  are  Cl  = 
(hw  -  cFs)/0*/3  0  =  (cF/^)2/3. 

Figure  39  The  spectral  function,  A(k,s,u;)  =  — 2/m{Gr(k,s,a>)}.  The  units 
and  scales  here  are  the  same  as  in  Fig.  42. 

Figure  40  The  distribution  function  (or  more  properly,  «ae  local  density  of 
particles)  as  a  function  of  the  electron  energy.  Parameters  appropriate  to  Si  axe 
used.  (After  R.  Bertoncini  and  A.  P.  Jauho,  Phys.  Rev.  Lett.  68,  2826  (1992).] 
Figure  41  Energy  distributions  of  electrons  at  different  times  during  and  after 
the  pulse  (a)  for  the  full  Bloch  equation  model  and  (b)  for  the  semi-classical 
Boltzmann  equation  model.  (After  T.  Kuhn  et  oLy  Proc.  NATO  ARW  on  Coherent 
Optical  Interactions  in  Semiconductors,  Cambridge,  1993.] 

Figure  4^  The  kinetic  energies  (a)  and  polarizations  (b)  as  a  function  of  time 
for  a  100  fs  laser  pulse.  (After  T.  Kuhn  et  oL,  Proc.  NATO  ARW  on  Coherent 
Optical  Interactions  in  Semiconductors,  Cambridge,  1993.] 

Figure  43  The  solutions  for  the  chemical  potential  in  a  quantum  wire  with  a 
stub  waveguide  attached,  (a)  The  chemical  potential,  and  (b)  the  current  density 
as  a  function  of  postion  in  the  guide.  Notice  in  particular  the  extensive  fraction 
of  the  total  potentizJ  drop  which  occurs  at  the  contact  regions.  (After  M.  J. 
McLennan,  Y.  Lee,  R.  Lake,  G.  Neofotistos,  and  S.  Datta,  in  Computational 
Electronics,  Ed.  by  U.  Ravaioli  (Kluwer,  Norwall,  MA,  1991)  247.] 

Figure  44  (a-)  Schematic  view  of  the  three-terminal  structure  used  in  the  calcu¬ 
lations  of  the  waveguide  transmission,  (b)  The  squaired  modulus  of  the  transmis¬ 
sion  coefficient  for  the  first  mode,  as  a  function  of  the  effective  length  of  the  stub 
L*  and  of  the  electron  energy  E  {L\  =  Lz  =10  nm).  (After  F.  Sols,  M.  Macucci, 
U.  Ravaioli,  and  K.  Hess,  Appl.  Phys.  Lett.  54,  350  (1989).] 

Figure  45  The  transmission  as  a  function  of  energy  (a)  and  the  barrier  structure 
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(b)  for  a  double- barrier  AlGaAs/GaAs  structure.  The  transmission  corresponds 
to  5  nm  barriers  (40%  A1  concentration)  and  a  6  nm  well.  (After  J.  A.  St0vneng, 
E.  H.  Hauge,  P.  Lipavsky,  and  V.  Spicka,  Phys.  Rev.  B  44,  13595  (1991).] 

Figure  4^  The  time  evolution  of  the  particle  density  in  the  quantum  weh  of 
a  double  barrier.  Here,  a  hopping  model  is  used  to  simulate  the  transport.  The 
long-  and  short-dashed  curves  are  the  result  of  averaging  over  an  energy  window 
around  the  resonant  energy  level  of  varying  width,  where  the  range  is  defined  by 
the  reduce  wave  vector  Pit  =  1.2  x  I0“^(2jr/a),  and  a  is  the  lattice  constant.  [After 
J.  A.  St0vneng  and  E.  H.  Hauge,  Phys.  Rev.  B  44,  13582  (1991).] 

Figure  47  The  build-up  time  for  charge  in  the  quantum  well  as  a  function  of 
the  initial  wave  packet  width  Ax.  The  amplitude  of  the  barrier  is  taken  to  be  four 
times  the  hopping  energy  between  sites.  (After  J.  A.  St0vneng  and  E.  H.  Hauge, 
Phys.  Rev.  B  44,  13582  (1991).] 

Figure  48  The  Green’s  function  for  a  double-barrier  tunneling  diode  with  in¬ 
elastic  scattering  present.  The  plot  illustrates  the  ’’current”  density  as  a  function 
of  both  position  and  energy.  There  is  a  clear  transition  of  energy  within  the  bar¬ 
rier  indicating  an  inelastic  tunneling  process.  [After  Bl  Lake  and  S.  Datta,  in 
NASCODE  Vn,  Ed.  by  J.  J.  H.  Miller  (Front-Ilange  Publ.,  Boulder,  CO,  1991).] 
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Abstract  Through  the  use  of  examples,  various  forms  of  the  quantum  potential 
are  examined  for  modelling  and  interpreting  the  operation  of  semiconductor 
devices. 


1.  Introduction 

Quantum  effects  occur  in  device  structures  when  the 
lateral  confinement  dimensions  (the  distance  over  which 
significant  changes  in  density  occur)  are  comparable  to 
the  thermal  de  Broglie  wavelength.  It  is  possible  to 
model  quantum  structures  with  a  quantum  density  from 
the  Schrodinger  equation,  the  Liouville  equation  or  the 
Wigner  equation.  However,  modelling  of  these  structures 
has  also  evolved  from  the  use  of  a  set  of  classical 
hydrodynamic  equations,  which  include  corrections  in 
the  form  of  the  quantum  potential  The  most  familiar 
forms  used  involve  the  Bohm  potential  [1] 


and  the  Wigner  potential  [2] 


correction  to  £(x).  The  term  sjm  represents  an  equilibrium 
energy  term  to  which  the  system  relaxes  [3].  To  place 
equations  (1)  in  a  familiar  form  requires  additional 
manipulation,  and  one  common  form  is  [4] 


^PPd)  ^  /  A  d(ppl)  ^  djpk^T)  ^  pdiQt(x)l3) 
dt  \m)  dx  dx  dx 

^  pdVjx)  ^  PP4_  q 
dx  T 


(2d) 


dE  ^  n\d(pJiE(x)  +  pk^T)) 
dt  \m/  dx 

,  (pPi\  g((gB/3)  +  y(x)) 

\m  J  dx 

/p;.^ic.rYa"anp)\  dp,  ^  2{e  -  £o)  _  q 
\  6m  J\  dx^  )  dx  x 


For  example,  using  the  density  matrix  in  the  coordinate 
representation,  in  which  dissipation  is  modelled  by  a 
Fokker-Planck  contribution,  the  hydrodynamic  equa¬ 
tions  are  of  the  form 


+  (ih) 

dt  dx  cx  T 

dt  \2m^J  dx  \m  J  dx  x  m 

where  p^  is  the  mean  momentum,  £(x)  is  the  mean  kinetic 
energy  and  represents  the  energy  flux  [3]  (which  in 
the  classical  case  represents  the  transport  of  energy).  The 
Wigner  potential  is  usually  interpreted  as  a  quantum 


where  /  is  the  thermal  de  Broglie  wavelength  and  £o  is 
an  equilibrium  energy.  In  the  above  equations,  the 
quantum  potential  has  been  reduced  by  a  factor  of  three, 
although  this  reduction  is  a  subject  of  some  debate.  We 
have  taken  this  view,  with  others  [S],  that  this  is  an 
adjustable  parameter;  calculations  below  illustrate  the 
effect  of  varying  this  parameter. 

It  is  possible  to  determine  the  validity  of  the  above 
equations  for  quantum  devices  by  performing  comparable 
calculations  with  one  of  the  full  quantum  transport 
equations.  In  addition,  it  is  useful  to  ask  whether  the 
quantum  potential  aids  in  the  interpretation  of  results. 
The  full  quantum  treatment  used  here  involves  the  density 
matrix  (in  the  coordinate  representation)  [6].  The  latter 
calculations  include  the  appropriate  Fermi  or  Boltaanann 
statistics,  although  the  moment  equations  discussed 
below  involve  only  Boltzmann  statistics.  When  a  com¬ 
parison  between  the  quantum  hydrodynamic  equations 
and  the  density  matrix  is  made,  Boltzmann  statistics  is 
assumed. 
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2.  Resonant  tunnel  diode  under  equilibrium 

The  first  example  is  that  of  a  GaAs/AlGaAs  double¬ 
barrier  (5  nm  barriers  and  5  nm  well)  resonant  tunnelling 
structure,  with  a  nominal  doping  of  10‘*cm“^.  This 
structure  has  a  quasi-bound  state  of  85  meV.  It  is 
anticipated  that  within  the  quantum  well  would 
determine  the  quasi-bound  state.  Figure  1  displays  a 
blow-up  of  the  region  surrounding  the  double-barrier 
structure.  In  figure  l(u),  the  self-consistent  potential 
energy,  F(x)  and  the  Bohm  and  Wigncr  quantum 
potentials  are  compared.  It  is  seen  that  the  Bohm 
potential  is  constant  within  the  well  at  the  quasi-bound 
state  value.  There  is  a  small  accumulation  of  carriers 
whose  value  peaks  in  the  centre  of  the  well.  Figure  1(h) 
replaces  V(x)  with  the  r  can  kinetic  energy  per  particle 
for  this  comparison.  It  is  seen  that  the  best  representation 
of  this  energy  is  with  the  Wigner  potential.  The  closeness 
of  the  results  suggests  that  the  Wigner  potential  is 
important  for  the  structure  of  the  energy  within  the  well. 


Figure  1.  (a)  Bfow-up  of  equilibrium  potential  energy 
(broken  curve),  Bohm  potential  (full  curve)  and  Wigner 
potential  (dotted  curve)  within  and  surrournfing  a  resonant 
tunnelling  structure,  (h)  Blow-up  of  equilibrium  energy  per 
ptarticle  (broken  curve),  Bohm  potential  (full  curve)  and 
Wigner  potential  (dotted  curve)  within  artd  surrounding  a 
resonant  tunnelling  structure. 


3.  MOOFET  calculation 

The  next  example  is  a  comparative  calculation  along  a 
line  perpendicular  to  the  conduction  channel  of  a  modfet. 
For  this  device  (figure  2)  the  GaAs  region  (left-hand  side 
of  the  structure)  is  100 nm  long  (doped  to  10“  cm”*) 
and  is  adjacent  to  a  wide-bandgap  (300  meV)  region 
doped  to  10'  •  cm  ■  *.  The  first  10  nm  of  the  wide-bandgap 
region  is  undoped.  The  hydrodynamic  equations  were 
solved  using  the  Bohm  potential  with  three  different 
values  for  the  multiplicative  constants;  3  (as  in  equations 
(2)),  1  and  9.  Figure  2(a)  shows  the  density  obtained  from 
the  density  matrix,  while  figure  2(b)  shows  density 
obtained  from  the  hydrodynamic  equations.  Several 
points  are  worth  emphasizing.  The  structure  of  the 
density  is  the  same  for  the  three  quantum  hydrodynamic 
equations  and  for  the  density  matrix  calculation.  The 
value  of  the  density  for  the  hydrodynamic  equations  is 
closest  to  that  of  the  density  matrix  when  the  constant 
is  between  1  and  3.  It  should  be  mentioned  that  while 
the  value  of  the  multiplicative  constant  was  varied  by 
almost  an  order  of  magnitude  in  these  calculations,  the 
quantum  potential  also  underwent  changes,  and  was 
different  for  each  of  the  three  hydrodynamic  equation 


-80  -W  0  CO  60 

Oistonce  (nm) 


Figure  2.  (a)  Density  matrix  calculation  of  the  density 
within  a  moofet  configuration,  (b)  Quantum  hydrodynamic 
calculation  of  the  density  for  three  different  values  of  the 
multiplicative  factor  q/9  (broken  curve),  d/3  (full  curve) 
and  d/1  (dotted  curve). 
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Figure  3.  (a)  Doping  (full  curve)  and  barrier  configuration  (broken 
curve)  for  a  quantum  hydrodynamic  caicuiatiorr.  (b)  Equilibrium 
electron  density  (full  curve)  and  potenUal  energy  (broken  curve)  for 
the  structure  of  (a). 


calculations,  with  the  net  result  that  all  three  results  are 
satisfactory  in  some  sense  of  the  word. 


4.  Quantum  well  fct  calculations 

The  final  example  of  the  use  of  the  quantum  potential 
in  modelling  devices  is  that  of  a  quantum  well  fet 
calculation.  For  this  calculation,  a  one-dim^ional  slice 
through  the  source  region  showing  the  planar  doped 
region  in  the  wide-bandgap  material  is  shown  in  figure 
3(a).  In  the  two-dimensional  structure,  the  gate  sits  20  nm 
into  the  structure,  whidi  is  otherwise  nominally  doped. 
There  is  a  large  concentration  of  carriers  adjacent  to  the 
wide-bandgap  r^on,  due  to  the  placement  of  the 
delta-doped  region.  The  potential  energy  disf^ys  a  linear 
variation  with  charge  depletion  in  the  wide-bandgap 
re^on  (figure  3(b)).  All  of  the  density  within  the  quantum 


wdl  is  a  consequence  of  the  planar-doped  r^on  and  the 
barrier  is  depleted  of  carriers.  This  latter  calculation  shows 
the  significant  advantages  found  in  using  the  quantum 
potential  to  modd  semiconductor  fet  structures. 


5.  Conclusions 

In  the  above  discussion,  we  have  illustrated  the  use  of 
the  quantum  potential  as  both  an  adjunct  for  interpre¬ 
tation  and  as  a  tool  for  examining  transport  with  the 
hydrodynamic  equations.  While  calculations  using  the 
quantum  potential  have  been  performed  [7j,  and 
iOustrate  the  significance  of  its  contribution  to  the  density 
distribution  within  small  devices,  significant  advances 
will  occur  when  one  can  modd  two-dimensional  flow  in 
MODFET  structures.  Preliminary  studies  indicate  that 
realistic  simulations  can  be  performed  [8]. 
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Abstract  Algorithms  for  obtaining  quantum  distribution  functions  from  the 
Liouville  equation  in  the  coordinate  representations,  incorporating  dissipation,  are 
applied  to  the  current-voltage  (/V)  and  capacitance-voltage  (CV)  relations  of 
single-barrier  structures.  IV  reveals  signature  charge  distributions  and  energies 
in  excess  of  equilibrium  values;  CV  demonstrates  a  reliable  means  of  delineating 
the  width  of  the  barrier. 


1.  Introduction 

Carrier  transport  in  nanostructures  requires  equations 
capable  of  resolving  nanometre-scale  physics  and  scatter¬ 
ing  events  that  do  not  submit  to  the  Fermi  golden  rule. 
Procedures  for  treating  this  involve  Wigner  functions  £1], 
density  matrices  [2]  and  Green  functions  £3],  where 
treating  streaming  is  direct,  while  that  of  dissipation  and 
its  computational  implementation  is  more  drcumspect 
Nevertheless,  to  understand  device  operation  dissipation 
must  be  included  £4].  We  have  applied  the  quantum 
Liouville  equation  in  the  coordinate  representation  to 
this  study.  We  demonstrate  that  the  electron-phonon 
interaction  can,  in  some  cases,  be  represented  by 
differential  operators.  A  range  of  calculations  for  a 
single-barrier  structure  demonstrate  that  IV  depends 
upon  the  charge  distribution,  which  in  turn  is  dependent 
upon  the  form  of  the  chemical  potential  £3].  We  find  a 
narrow  region  of  charge  accumulation  on  the  emitter 
side  of  the  barrier  (at  moderate  bias  levels,  the  mean 
energy  per  particle  is  approximately  30  meV  above  the 
ambient)  and  a  broad  region  of  charge  depletion  on  the 
collector  side.  Calculations  of  CP  where  the  charge 
distributions  are  obtained  from  the  quantum  Liouville 
equation  are,  following  Kroemer  et  al  £6],  used  for  density 
reconstructioa  We  conclude  that  for  single  barriers  CV 
will  provide  key  interface  positions,  but  is  unlikely  to 
directly  provide  barrier  heights. 

2.  Scattering  and  the  Liouville  equation 

The  equation  of  motion  of  the  density  operator  p,p  is 

=  +  (1) 
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Re-expressing  dissipation  as 


~  £'^dinlpuiM>  PoJ 


\  /dJnipaUoa 

scattering  is  treated  via  perturbation  theory  through  a 
recasting  of  classical  scattering  for  the  density  matrix  in 
the  coordinate  representation.  The  approach  is  not  as 
general  as  that  discussed,  for  example,  by  Krieger  and 
lafhite  £7]  and  others  £83  but  provides  a  framework  for 
numerical  simulation.  To  be  specific,  if  scattering  of  the 
Wigner  function  is 


\  / diMipuiea 

=  - J d*'£/w(*. xXl  k) 

-Mk,x))W{x;k,k'n 

scattering  in  the  coordinate  representation  is  obtained 
through  the  Weyl  transformation 


<x  +  s/2\p^\x  -  »/2>  = 

which  for  Boltzmann  statistics  is 
/d<x-l-s/2|pJx-s/2>\ 

\  /dMpuioa 

- - ^  {dk-dkis^iis- 


dA<*l*>/w(*.x) 


X  <x  -I-  mpjx  -  s'/2>(l  -  <5|(*'  -  *)» 
xW{x-,k,k).  (2) 

I  -  <5|(k'  -  k)>  «  -if*'  -  A)  •  5  -i-  ••• 
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and 


ir-H- 


k)W(x,k',k)=- -kr(x-,\k\) 


where  r(jc;  1*1)  is  a  momentum  scattering  rate,  equation 
(2)  takes  the  form 

(dix  +  j/2|p,p|x  -  s/2>'\ 


dt 


) dinipation 


\  dk  d/as  -  s')|*><x  +  s'/lippplx  -  /A) 
xs-*r(x;|*|).  (3) 


While  higher-order  terms  are  necessary,  structure  in  the 
scattering  is  represented  by  the  momentum  scattering 
rates,  and  includes  bulk,  surface  and  interface  phonon 
contributions.  For  a  constant  scattering  rate,  the  right- 
hand  side  of  equation  (3)  is 

s  •  V.<x  +  s/2]p^\x  -  s/2> 

T(X) 


by  two  decades.  The  density,  F(x),  and  E^x)  are  shown 
at  equilibrium  and  at  350  meV  in  figures  1(6)  and  1(c). 
Accumulation  and  depletion  layers  at  the  high  bias  kvek 
are  apparent.  £p  is  parallel  to  the  conduction  band,  £c(^X 
for  most  of  the  emitter  region,  followed  by  a  drop  within 
the  barrier  region,  and  is  parallel  to  £c(x)  for  the 
remainder  of  the  collector  region.  The  flat  density  within 
the  emitter  and  collector  regions  reflects  the  constraint 
that  the  mean  energies,  c(x),  of  the  entering  and  exiting 
carriers  are  equal  (other  conditions  could  be  imposed). 
e(x),  in  equilibrium  and  at  530  meV,  is  displayed  (figure 
1(d)),  with  the  latter  showing  values  approximately 
25  meV  above  the  ambient,  within  the  emitter  side  of  the 
barrier. 


4.  Capacitance  versus  voltage 

The  capacitance  is  obtained  via  [6].  From  Poisson’s 
equation  the  change  in  charge  density,  Sp(x\  subject  to 
the  diange  SV(L),  at  x  =  L,  is 


where  the  grarfient  is  proportional  to  a  velocity  flux 
density  [2] 


Kx  +  s/2,  X  -  s/2)<x  +  j/2|ppp|x  -  j/2>. 


Re-expressing  this  term  through  a  chemical  potential 
model  [9],  where 


Ef 


mt)(x',  x') 
Tixl 


SQ(L)  = 


dxfip(x). 


The  diflerential  capacitance 


C(K)  = 


SQ{L)_  e 
Sy(L)  e<x> 


the  scattering  term  is  replaced  by 

i  [Ep(x  -I-  s/2)  -  £p(x  -  s/2)]<x  -I-  s/2\p^\x  -  s/2> 
ih 

which  is  exact  at  low  values  of  current;  this  is  a 
generalization  of  the  above  arguments  and  is  regarded 
as  an  assumption  based  upon  intuitiotL  For  perpendicular 
transport,  assuming  conservation  of  momentum  normal 
to  the  propagation  direction,  the  results  shown  below  are 
solutions  of  the  equation 

-  - +  ®/2)  -  Vix  -  s/2)] 
m  ox  as 

-[£p(x-fs/2)-£p(x-s/2)]}p  =  0.  (4) 

Equation  (4)  was  coupled  to  Poisson’s  equatioa  The 
de^ty  matrix  is  complex  via  boundary  conditions  and 
the  dependence  of  £p  on  current.  For  finite  current  IV 
was  obtained  for  a  200  nm  structure,  nominally  doped 
to  10‘*cm~^  with  a  15  nm,  300  meV  barrier  within  a 
30  nm  N~  region.  For  zero  current  CV  was  studied. 


3.  Finite  current  calculations 

The  IV is  shown  in  figure  i(<i),  where  for  the  bias  range 
from  100  to  300  meV  the  current  increases  exponentially 


permits  density  reconstruction  from  [10] 


where  =  ikgT)~',  is  the  Debye  length 

and  is  a  reference  density.  For  a  uniform  structure 
=  Ks-  In  figure  2  we  plot  <x>'Zi ^2/?)"*  oc 

C~^  versus  V{L\  and  N„ _ (only  the  centre 

r^on  of  the  structure  is  shown).  The  straight  line  in  the 
inset  of  figure  2  is  for  the  uniform  structure  and  the 
extrapolated  bias  intercept  of  the  lower  straight  line  (not 
shown)  is  twice  the  mean  energy  of  the  entering  carriers. 
The  variation  in  slope  at  the  centre  of  the  figure  is  a 
signature  of  the  barrier  and  reflects  the  change  in 
capacitance  as  the  depletion  layer  moves  into  the  r^on 
of  the  barrier.  We  also  display  the  density,  p(x),  from 

the  equilibrium  solution.  N _ .(<x»  in  the  vidnity 

of  the  barrier  is  clearly  only  an  approximation  to  p(x), 
the  minimum  density  is  greater  than  p(x),  and  there  is  a 
previously  discussed  asymmetry  [6].  It  is  significant  that 
the  structure  and  breadth  of  the  barrier  can  be  obtained 
from  this  measurement. 
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Figure  1.  (a)  Current-voltage  relation  for  ttw  singid'barrier  diode.  (A)  Equilitirium 
density  (full  curve,  in  units  of  10'* cm"*)  and  potential  energy  (broken  curve,  in  eV). 
(c)  Non^equilibrium  density  (full  curve,  in  units  of  10'* cm'*),  potential  energy  (broken 
curve,  in  eV)  and  ctiemical  potential  (dotted  curve,  in  eV)  at  S50  meV.  (</)  Energy  per 
particle  at  equilibrium  (full  curve)  and  at  S60  meV  (broken  curve). 


Hgure  2.  (broken  curve)  a^  the  true 

density  as  computed  from  the  density  matrix  (full  curve). 
Inset  <x>*io*(2/J)''  versus  V(l):  density  matrix 
calculation  (full  curve)  and  depletion  layer  theory  (broken 
curve). 

S.  Conclusion 

This  study  illustrates  that  the  den^y  matrix  in  the 
coordinate  representation  is  a  viaWe  means  for  computing 
quantum  distribution  functions  for  realistic  devices  and 


as  an  adjunct  to  experiments  for  predicting  device 
performance. 
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Abstract.  The  time-dependent  Liouville  equation  for  the  density  matrix  in  the 
coordinate  representation,  incorporating  scattering  eHects  through  a  quasi- Fermi 
level,  and  Poisson's  equation  have  been  solved  numerically  for  a  single-  and 
double-barrier  structure  using  algorithms  based  on  'characteristics',  and  show 
significant  charge  accumulation  on  the  emitter  side  of  the  barrier,  as  well  as 
significant  charge  screening  in  multipie-barrier  structures. 


1.  Introduction 

Barrier  calculations  based  upon  solutions  to  the 
Liouville  equation  with  a  density  matrix  formulation 
disfriay  significant  charge  screening.  In  particular,  the 
Liouville  equation  whidi  in  the  coordinate  represen¬ 
tation  and  in  the  absence  of  scattering  is  the  differential 
equation 

dp/ar  -I-  W2mi)(V*-V'^p-(l/ift)[K(x,r)-  F(*',r)]p=0 

(1) 

yields  solutions  for  that  contain  significant 

quantum  departures  Ermn  the  dasskal  solution  when 
there  are  strong  gradients  in  the  carrier  density.  We 
illustrate  these  features  for  Boltzmann  statistics,  spatial 
variations  only  along  the  x  direction,  and  free  partide 
behaviour  along  the  y  and  z  directions.  We  also  trans¬ 
form  equation  (1)  to  centre  of  mass  and  non-local 
coordinates,  r  (x  -<-  x^A 

C  =  (x-*OAp«»p(r  +  C.r-0 

p,  -I-  (h/2im)p,<  -  (l/iA)[K(r  -I-  (,t)  -  V(r  -  C,t)]p  =  0. 

(2) 

In  the  above  equation  subscripts  denote  differentiation, 
and  the  potential  V  indudes  all  beterostructure  con¬ 
tributions,  I^x),  as  wdl  as  contributions  from  Poisson’s 
equation: 

{dldxMxWJdx^  =  - eKp(x,x)  -  Po(x)]  (3) 

'The  subscript  ‘sc’  denotes  sdf-consistent,  and  po(x)  is  the 
background  jellium’  doping  distribution.  Note:  along  the 
diagonal  r  »  x  and  C  =  0. 

Significant  quantum  effects  whidi  are  revealed 
through  numerical  solutions  are  also  revealed  through 
ai^oximate  solutions  whmi  the  potential  in  equation  (2) 
is  expanded  in  a  Taylor  series  and  only  the  first  two  non¬ 


zero  terms  are  retained 

V{r  +  Q-V(r-0»2CV,  +  C^V^P  (4) 

To  second  order  in  fi,  a  solution  to  equation  (2)  is  [1] 
p(r  +  C,r-0  =  poeixt)i-^V+  (2/3) 

(s) 

where  fi  =  l/k^T,  *=  ph^/2m  and 

e=(2»AX>;.-/i(K,)V2).  (6) 

With  Q  regarded  as  a  quantum  correction,  inserting  the 
Boltzmann  relation  tetween  density  and  potential 
{PV=  — Inp),  Q  is  transformed  to 

e(x)=-(hV2m)(p‘/")«,/p^/*  (7) 

whidi  is  a  generalization  of  the  Bohm  quantum  potential 
(e.g.,  see  [2])  for  a  multipartide  system  and  teadies  that 
screening  is  significant  idien  there  are  strong  gradients  in 
carrier  dmisity. 

Whfle  the  above  discussion  ignores  scattering,  vdien 
rdaxation  effects  similar  to.  Fokker-nandt  dissipation 
ate  introduced  the  diagonal  component  of  dendty  is 
approximatdy  given  by 

p(x)  =  p(x,  x)  =  poexp[-/J(F(x)-{(x)  -i-  e(x)/3)]  (8) 

with  a  velodty  flux  density  inroportional  to  —pdUdx, 
and  suggests  that  there  are  situations  in  whidi  the  effect 
of  scattering  on  the  density  can  be  qualkatioely  reptesen- 
ted  by  introdudng  a  scattering  operator,  part  of  which 
consists  of  an  algebraic  contribution,  {(x).  As  a  rationale, 
consider  an  n’^n'n'*'  structure  in  whidi  the  heavily 
doped  regions  are  long  enough  for  the  carriers  to  relax  to 
ba^ground.  Under  bias  assume  a  quaa-Fermi  levd 
exists  whose  value  is  such  that  the  density  is  constant  at 
the  upstream  and  downstream  boundaries.  This  as¬ 
sumption  is  hnplidt  in  most  device  analyses  (e.gn  see  [3]), 
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with  the  oonbioed  effects  of  an  applied  bias  and  scattering 
elsewhere  in  the  structure  determining  the  remaining 
charge  distribution. 

In  the  absence  of  a  detailed  description  of  scattering 
in  structures,  how  may  one  expect  tlw  density  to  vary? 
This  is  explored  through  the  assumption  that  an  alge¬ 
braic  scattering  potential,  {(x),  qualiUtively  represents 
the  effects  of  scattering  on  the  density  within  the 
structure,  and  approaches  the  quasi-Fermi  level,  E,, 
within  the  boundary  regions,  {(x)  is  taken  as  constant 
and  equal  to  the  value  £f  at  the  emitter  boundary  E^e), 
until  the  quantum  structure  is  readied.  At  the  end  of  the 
quantum  structure  {(x)  is  set  equal  to  the  value  of  £,  at 
the  collector  boundtuy,  £((c).  The  intermediate  values 
within  the  quantum  region  are  indicated  below.  In  terms 
of  equation  (2),  incorporating  {(x)  amounts  to  replacing 
V{x)  with  K(x)  —  ^(x). 


2.  Calculations 

The  Liouville  equation  was  solved  for  ISOOA  n'*^n~n^ 
structures  under  bias.  Displaced  Maxwellian  oondidons 
are  assumed  and  a  flat  band  occurs  at  the  boundaries.  In 
one  case  a  single  barrier  SO  A  wide  and  300 meV  high  was 
centrally  located  (figure  1  calculations^  in  the  second  case 
two  barriers  each  SOA  wide  and  300meV  high  were 
centrally  placed  and  separated  by  SOA  (figure  2  cal¬ 
culations).  For  the  single-barrier  calculations  {(x)  was 
chosen  to  ensure  that  the  density  at  the  emitter  and 
collector  regions  was  equal  to  the  background  d* 
10*'cm~^  The  values  of  tte  algebraic  scattering  potent¬ 
ial  across  the  barrier  varied  linearly  from  the  value  £((e) 
to  £,(c).  The  small  field  that  forms  in  the  heavily  doped 
regions  under  bias  was  ignored  and  the  current  through 
the  device  was  not  accurately  represented.  Higher  current 
values  that  would  normally  flow  were  computed  from  a 
simple  circuit  equation  and  yielded  density  distributions 
similar  to  that  obtained  when  the  current  contribution 
was  ignored.  The  real  part  of  the  two-dimensional 
density  matrix  p(x,xO  as  obtained  from  the  Liouville  and 
Poisson  equations  is  displayed  for  a  bias  range 
0  ^  KpftM  ^  -  30QmeV.  ^x,x9  is  symmetric  and 
comi^etely  rqnesented  by  one  half  of  the  matrix  on 
eithCT  side  of  the  diagonal,  x  >=  x'.  The  density  matrix 
shows  a  build-up  of  charge  on  the  emitter  side  of  the 
barrier  as  well  as  a  broad  depletion  region  on  the 
collector  side.  Linear  plots  of  the  density  and  potential 
are  displayed  in  figure  1(e)  and  1(f)  respectivdy.  As  the 
bias  increases  there  is  a  lowering  of  the  barrier,  and  a 
build-up  of  a  *notch’  potential  at  the  emitter  side  of  the 
barrier,  signifying  the  develo|nnent  of  a  region  of  diarge 
accumulation;  the  collector  side  of  the  barrier  shows 
nearly  linear  variation  in  potential  suggestive  of  a  broad 
region  of  charge  depletioa  Both  accumulation  and  de¬ 
pletion  regions  for  single-barrier  structures  have  been 
discussed  by  Eaves  et  <d  [4].  Increased  diarge  accumula¬ 
tion  on  the  emitter  side  of  the  barrier  tends  to  reduce  the 
relative  change  in  potential  on  the  emitter  side  of  the 


Note  the  calculations  indicate  that  global  charge  neu¬ 
trality  occurs  (induding  the  doubk-barrier  calculations^ 
i.e.  /dj^p  -  Po)  =  0.  It  is  important  to  note  that  the 
quantitative  value  of  the  charge  adjacent  to  the  barrier  is 
dependent  upon  the  value  of  {(x)^  For  example  if  {(x) 
were  suddenly  reduced  prior  to  the  barrier,  tte  density 
{»ior  to  the  barrier  would  also  be  reduced.  Global  charge 
conservation  would  require  that  local  accumulation 
regions  would  form  dsewhere. 

For  the  double-barrier  calculations  the  low  defied 
region  extends  over  a  distance  of  fiOOA.  Two  sets  of 
simulations  were  perfrnmed.  In  the  first  case  the  bias  on 
the  collector  ranged  from  0  <  KppiM  ^  ~  300ineV. 
Here,  the  intermediate  value  of  {(x)  was  equal  to 
£i(e)  to  the  beginning  of  the  second  barrier  and  varied 
liMarly  to  E^c)  at  the  end  of  the  second  barrier.  For  the 
second  case  the  luas  on  the  collector  ranged  from 

—  lOOmeV  <  KfpiM  ^  ~  SOOmeV  and  the  linear  varia¬ 
tion  of  {(x)  started  at  the  beginning  of  the  emitter  barrier 
and  ended  at  the  end  of  the  collector  barrier.  Figures  2(a- 
d)  represent  the  low-bias  range,  while  figures  2(e-k)  are 
for  the  high-bias  range.  Figures  2(a,b  and  c)  display 
density,  potential  and  Q  +  V  (within  select  regions  of  the 
structure).  Figure  2(d)  displays  the  real  part  of  the  density 
matrix  for  an  applied  voltage  of  —  300meV.  The  potent¬ 
ial  variation  shows  the  luesenoe  of  the  formation  of  a 
notch  region  at  the  emitter  side  of  the  first  barrier,  a 
smaller  fraction  of  potential  falling  across  the  emitter 
barrier,  compared  to  the  coUector  barrier,  as  the  bias  is 
increased.  Indeed,  further  increases  in  bias  for  this  varia¬ 
tion  of  {(x)  result  in  small  variations  in  potential  drop 
across  the  emitter  barrier  region  [S].  The  density  distri¬ 
bution  shows  the  bufld  up  of  charge  in  the  quantum  wdL 
and  an  increased  accumulation  on  the  onitter  side  the 
barrier.  At  hitler  bias  levels  the  charge  in  the  wdl  b^ins 
to  screen  the  emitter  barrier  from  the  collector  and  the 
potential  drop  across  the  emitter  region  is  smaller  than 
the  correqionding  case  of  the  single  barrier.  The  term 
Q  K  within  the  quantum  wdl  is  displayed  because  its 
value  is  ai^HOxiinately  equal  to  the  i^ue  of  the  quasi¬ 
bound  state  energy  and  moves  down  as  the  bias  is 
increased.  Successive  increases  in  bias,  reduce  the  move¬ 
ment  of  the  emitter  barrier  and  dday  or  inhibit  the 
movement  of  the  quasi-bound  state  to  values  bdow  the 
E^c),  partkulariy  when  the  n~  r^ions  are  very  narrow. 

The  reduction  of  diarge  in  the  wdl  occurs  with  the 
variation  in  {(x)  as  indicated  for  the  second  range  of  bias 
levels  in  figures  2(e-K).  (Figure  2(h)  is  the  teal  part  of  the 
density  matrix  for  a  value  of  appUed  potential  equal  to 

—  SOOmeV  and  b  directly  compared  to  figure  (d)).  The 
result  b  a  distribution  chat^  and  potential  in  the 
vicinity  of  the  emitter  barrier  mote  dosely  rdated  to  that 
across  the  single-barrier  structure.  There  b  a  more 
equitaUe  potential  drop  across  the  double  barriers  [5], 
a^  a  skewing  of  the  Q  -i-  F  terms.  A  comparison  of  the 
potential  distribution  and  diarge  dbtributkm  at 
y-rr»r-f  —  — 300meV  indicates  that  a  larger  potential 
drop  frUs  across  the  double  barrier  in  the  absence  of 
charge  in  the  wdl,  which  as  a  consequence  will  lead  to 
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Figure  2.  Double-barrier  structure  under  bias:  (a  and  </)  density,  (b  and  /)  potential  energy 
(c  and  g)  Q+V  at  select  portions  of  the  structure,  (t/and  h)  density  matrix  at  — SOOmeV. 
Differences  in  result  depend  upon  algebraic  scattering  potential  (see  text),  (a),  (b)  and  (c) 

(---)  0.0 meV;  ( - )  -lOOmeV;  ( - )  — 300meV.  (a).  (0  and  (g)  (---)  0.0  meV;  ( - ) 

-300meV;  ( - )  -SOOmeV. 


3.  Summary 

An  appropriate  description  of  transport  requires,  at  least 
at  the  boundaries,  that  the  carriers  approach  their 
anticipated  background  values.  This  is  achieved  through 
the  introduction  of  scattering  events.  The  presence  of 
scatterine  events  alters  the  Liouville  eauation.  with  a 


consequent  change  in  the  distribution  of  density  and  in 
current.  In  the  absence  of  a  detailed  description  of 
scattering  its  effect  has  been  introduced  through  the 
incorporation  of  an  algebraic  scattering  potential  While 
the  results  presented  here  are  dependent  upon  the  specific 
representation  of  ^(x)  they  are  representative  of  the  fact 
the  fact  that  a  simnie  nictiire  of  transnort.  as  nrovided  hv 
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Figur*  1.  (a-d)  Dansity  matrix  for  a  aingte-banrier  atructura.  The  physical  dimension  of  the 
structure  is  1500 A.  requiring  that  the  density  matrix,  which  is  calculated  over  square  matrix, 
is  of  side  1500A/^2.  The  centre  of  mass  and  non-local  directions  are  indicated,  (a) 
^.«,..«.-0.0meV,  (5)  ^,p,„«,--100meV,  (c)  i'.«rti^--300meV,  (d) 

V,pp„^-  — SOOmeV.  (a)  Diagonal  component  of  dmwity  matrix:  ( — )  0.0meV:  ( - ) 

-lOOmeV;  ( - )  -300meV;  ( - )  -SOOmeV.  (/)  Potential  energy  (---)  O.OmeV; 

( - )  -lOOnoeV;  ( - )  -300meV:  ( - )  -SOOmeV. 


in  the  measured  current  voltage  duuractetistks  (see,  e.g^ 
[4])  is  a  measure  of  the  variations  in  the  charge  distribo- 
tion  as  a  function  of  scattering  within  the  structure. 
Indeed  if  we  assume  that  the  range  of  scattering  potential 
where  i(x)  is  constant  to  the  collector  barrier  is  rquesen- 
tative  of  the  scattering  dynamics  until  the  peak  current  is 
reached  in  resonant  tuiuielling  structures,  and  that  scat¬ 


tering  results  in  a  reduction  of  ^x)  prior  to  the  cdlector 
barrier,  for  the  next  and  higher  range  of  ap|4ied  bias 
levds,  then  the  budd  up  of  durge  in  the  wdl  of  the 
resonant  tunndling  diode,  and  the  subsequent  redistri¬ 
bution  of  charge  to  a  r^on  upstream  of  the  emitto: 
barrio’  at  higho  bias  levds  emoges  from  this 
description. 
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standard  kinetic  and  potential  energy  concepts,  albeit 
quantum  mechanical,  is  not  likely  to  be  a<tequate  to 
describe  transport  in  multiple-barrier  systems. 
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Abstract.  Baniar  calculationa  based  upon  solutions  of  tha  Liouviila  aquation  in 
the  coordinate  repraaantation  rsvael  a  oomplicaMd  spatial  dependence  of  tha 
quantum  distribution  function  near  and  within  the  barriers.  Within  the  framaworfc 
of  classical  transport  this  spatial  dapandenoe  suggests  equilibrium  aiactron 
temperature  vahJM  that  diffar  from  tha  ambient  Tha  prospect  of  quantum  heating 
and  cooling  under  equilibrium  conditions  is  examined  and  dispalM  in  favour  of 
an  interprrtation  that  includes  dansity-gradiant  contributions. 


1.  Introduction 

Calculations  based  tqion  solutions  of  the  Liouville 
equation  in  a  density  matrix  formulation  yield  a  com- 
located  qwtial  distribution  with  a  mean  kinetic  energy 
in  equilibrium  that  differs  significantly  firom  the  classical 
result  In  particular,  ediere  classical  fAysics  teaches  that 
the  energy  per  partide  is  kBT/2  per  d^ree  of  fipeedom  for 
a  Boltzmann  distribution,  quantum  idiysks,  as  pointed 
out  by  Wigner  [1],  teadies  otherwise.  The  origin  of  this 
differmoe  lies  in  tihe  presence  quantum  mechanical 
forces  arising  from  gradients  in  rtensity  (Ancona  and 
I*^te,  and  are  suggestive  of  a  initially  dependent 
local  temperature  in  both  equilibrium  and  non¬ 
equilibrium  cases,  although  q»tial  depoident  carrier 
temperature  in  equilibrium  introduces  interprdive  dif¬ 
ficulties.  To  avoid  this  difficulty  one  either  abandons  the 
spatial-dqiendent  temperature  descrqition,  or  retains  it 
for  non-eqqilibrinm  studies  and  seeks  another  descrq)- 
tkm  for  equSibriom.  But  in  either  case,  it  is  necessary  to 
demonstrate  its  origin.  This  is  provided  below  f<»’ 
equilibrium  conditions. 


2.  Energy  and  temperature 

Classical  physics  indkates  that  the  mean  kinetic  energy 
in  equilibrium  for  carriers  obeying  Boltzmann  statistics  is 

<^>  •  ^3  J d*li(p’/2m)/(x,  p)  =  ipktT  (1) 

spe 

where  /(x,  p)  is  the  classical  distribution  function,  and  e, 
the  mean  Idiietic  energy  per  particle,  is  independent  of 


position,  as  is  the  consequent  dectron  tenqterature.  For 
quantum  structures,  in  vdiich  quantum  distribution 
fimctions  are  required, « is  gnmaUy  spatially  dependent 
[13,  and  on  the  basb  of  equation  (1)  suggests  a  spatially 
dependent  equilibrium  carrier  temperature.  Because  cl 
the  significance  of  carrier  temperature  in  interpreting 
hot-carrier  phenomena,  the  qiatial  dependoice  of  the 
mean  energy  per  partide,  and  the  origin  of  this  de¬ 
pendence  is  discussed  throu^  solutions  to  the  Liouville 
equation 

ifidpJdt~lH,p^^  (2) 

whidi  in  the  coordinate  representation  is  a  differential 
equation  for  p(x,  x',  t) 

dp/dt  +  (fi/2mi)(y^-V*)p 

-(l/ifi)[K(*,  t)  -  K(x',  f)]p  -  0.  (3) 

To  expose  die  essential  features  of  this  discussion,  we 
assume  Boltzmann  statidks,  spatial  variations  only 
along  the  x  direction,  and  free  partide  bdiavioor  along 
the  y  and  z  directions.  Transforming  equation  (3)  to 
centre  of  mass  and  non-local  coordinates,  r»(x-f  x^)/2, 
C-(x-x')l/2,  p~>p{r+C,r~-0,  we  find 

p,+W2miP^-{myiV(r+C,  t)  -  F(r-C.  t)]p-a  (4) 
In  the  above  equatkm  subscripts  draote  diflferentiation. 
The  potential  V  in  equations  (3)  and  (4)  is  the  sum  of  aO 
heterostructure  contributions,  f^x),  and  contributions 
from  Poisson’s  equation: 

dmsixWJdx} - «*Di(x,x)-po(*)]  (5) 

where  the  subscript  *sc’  denotes  self-consistent;  pdix)  is 
the  background  ^jellium’  doping  distribution.  Tbe  dia¬ 
gonal  components  scdutions  to  equatkm  (4)  (along  the 
<Uagonal  r>xx  and  C«0)  provide  tte  density,  while  the 
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expectation  value  of  energy  <£>  is  obtained  from  the 
diagonal  components  of  the  kinetic  energy  density  matrix 
[3] 

£(r  +  C.r-0=  (6) 

An  approximate  form  of  the  expectation  values  of  the 
density  and  the  energy  density  [1,4,5]  for  one  degree  of 
freedom  is: 

p(x)  =  p(x,x)=poexp[-(K  +  Q/3)/k,7]  (7) 

£(x)=[(k,T/2)+(li^/24mkBT)K«]p(x).  (8) 

In  equation  (7),  po  is  a  reference  density,  and  Qix)  is  the 
Bohm  quantum  potential  (see,  e.g.,  [6]): 

(9) 

The  second  term  of  equation  (8)  is  referred  to  as  the 
Wigner  contribution.  In  equilibrium  the  spatial  de¬ 
pendence  of  the  energy  per  particle,  e,  as  given  by 
equation  (8)  is  second  order  in  A  To  this  order,  if  the 
potential  appearing  in  equation  (8)  is  represented  by  the 
Boltzmann  relation  between  density  and  potential 
energy,  p(x)=poexp\_—V{x)lk^T\,  it  is  seen  that  the 
spatial  dependence  of  e  is  a  direct  consequence  of  the 
spatial  derivatives  of  density.  In  this  context  the  origin  of 
the  quantum  correction  to  e  is  the  same  as  the  origin  of 
the  quantum  potential 


3.  Calculations 

The  spatial  dependence  of  e  and  the  origin  of  the 
quantum  contributions  to  transport  arise  from  gradients 
in  the  carrier  density.  These  features  ate  illustrated 
through  solutions  to  the  Liouville  equation  for  two 
equilibrium  solutions  using  Maxwellian  boundary  con¬ 
dition  as  discussed  in  [7].  Two  cases  are  consider^  For 
the  first  calculation  a  single  barrier  characterized  by  a 
potential 

Fo(x)=300(meV)exp[-(x/115A)^]  (10) 

is  placed  within  a  uniform,  1S(X)  A  long,  structure  doped 
to  lO^'cm'^.  The  twondimensional  density  matrix, 
p(x,x')  as  obtained  from  the  Liouville  and  Poisson 
equations  is  displayed  in  figure  1(a).  In  equilibrium  the 
density  matrix  is  real  and  symmetric,  p(x,x')=p(x',xX 
and  tiM  solution  is  completely  represented  by  one-half  of 
the  matrix  on  either  side  of  the  diagonal  x  =  x*,  as 
disi^ayed  in  figure  1(a).  The  charge  density  p(x)=p(x,x) 
is  displayed  as  a  line  plot  in  figure  1(h),  where  since  most 
of  the  structure  in  the  solution  is  contained  within  a 
range  of 250 A,  about  the  centre,  only  500 A  of  the  results 
are  displayed.  Figure  1(h)  displays  a  significant  reduction 
of  charge  within  the  barrier,  as  well  as  charge  accumula¬ 
tion  on  either  side  of  the  barrier.  While  the  reduction  of 
diarge  within  the  barrier  is  a  consequence  of  the  presence 
of  the  barrier,  the  excess  charge  adjacent  to  the  barrier  is 
a  consequence  of  both  self-consistency  in  the  calculation 
and  wavefiinction  (or  density  matrix)  continuity  across 
the  barrier.  The  soatial  deoendence  of  the  charce  is 


consistent  with  the  condition  of  global  charge  neutrality. 
Figure  1(h)  also  displays  two  additional  plots.  The  curve 
reaching  tlw  lowest  value  of  density  within  the  barrier  is 
obtained  from  the  classical  Boltzmann  relation  between 
density  and  potential  energy;  the  curve  reaching  inter¬ 
mediate  values  of  density  within  the  barrier  is  obtained 
from  equation  (7).  Note  that  away  from  the  barrier  the 
density  from  equation  (7)  approaches  a  value  that  is  less 
than  the  classical  value,  a  result  that  is  a  consequence  of  a 
change  in  curvature  of  the  potential  as  the  boundaries  are 
approached.  Neither  approximate  solution  can  be  regar¬ 
ds  as  an  adequate  representation  of  the  aanplete 
solution,  although  the  quantum-corrected  solution 
possesses  the  general  features  of  a  density  that  is  higher 
(than  classical)  within  the  barrier  and  lower  (than  clas¬ 
sical)  adjacent  to  the  barrier.  Figure  1(c)  displays  the 
potential  distribution.  The  lowering  of  the  potential 
adjacent  to  the  barrier  (~  20  me  V)  is  a  consequence  of  the 
excess  diarge  and  self-consistency.  Figure  1(d)  displays 
the  quantum  potential  note  that  its  value  is  greater  than 
— SCiOmeV  in  the  centre  of  the  barrier.  The  energy 
density  matrix  represents  the  curvature  of  the  density 
matrix  in  the  non-local  direction.  As  seen  in  figure  1(a), 
the  curvature  is  steeper  where  there  is  excess  charge  and 
changes  sign  within  the  barrier.  The  mean  kinetic  energy 
per  particle,  e,  obtained  from  the  density  matrix  is 
displayed  in  figure  1(e),  along  with  the  Wigner  con¬ 
tribution  as  obtained  from  equation  (8).  It  is  apparent 
that  the  main  origin  of  the  structure  leading  to  the 
Wigner  contribution  is  the  quantum  potential  The 
negative  value  of  e  within  the  barrier  and  the  positive 
excess  value  of  energy  adjacent  to  the  barrier  suggest 
that  the  Wigner  contribution  is  not  a  correction,  but 
represents  a  dominant  effecl  and  that  temperature  con¬ 
cepts  (which  must  include  negative  values)  ate  not  likely 
to  be  germane  within  the  context  of  equilibrium 
transport 

llie  spatial  dependence  of  the  mean  kinetic  energy 
per  particle  is  also  of  significance  in  multiple  barrier 
structures.  This  is  examined  for  a  double  barrkr 
structure  with 

Fo(x)  =  (300meV){cxp[-(x-75  A)/125  A]2 

-lexp[-(x-l-75A)/12;5A]*}  (11) 

The  barriers  ate  centrally  placed  within  a  1500A 
n'^n'n'*’  structure  with  adjacent  10^*cm~^n'*'  regions, 
and  a  centrally  placed  500  A,  10‘*  cm“^  regiotL  The  two- 
dimensional  density  matrix  is  displayed  in  figure  2(a), 
obtained  from  the  Liouville  and  Poisson  equations. 
There  is  excess  charge  between  the  barriers,  a  modest 
increase  in  curvature  between  the  barriers  and  a  change 
in  sign  of  the  curvature  within  the  barriers.  The  line  plot 
of  density  is  shown  in  figure  2(h)  over  a  reduced  range  of 
600  A.  The  density  as  obtained  from  equation  (7)  displays 
a  significantly  lower  charge  density  within  the  barrier  but 
order  of  magnitude  agreement  within  the  quantum  well. 
The  classical  solution  for  density  is  completely  unac¬ 
ceptable.  The  potential  distribution,  shown  in  figure  2(cX 
reaches  flat-band  bevond  400  A  on  either  side  of  the 
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Figure  1 .  («}  Density  matrix  for  a  single-barrier  structure.  The  physical  dimension  of  the  structure  is  1500 A.  requiring  that 
the  density  matrix,  which  is  calculated  over  a  square  matrix,  is  of  side  1S00A/.y2.  The  centre  of  mass  and  non-local 

directions  are  indicted;  (b)  diagonal  component  of  the  density  matrix  ( — ),  from  equation  (7)  ( - ^).  classical  relation 

( - );  (c)  potential  energy  ^(x);  (d)  quantum  potential;  (e)  energy  per  particle  frm  den^  matrix  ( — ),  from 

equation  (8)  ( - ). 


origin;  its  increase  arises  from  sdf-consistency  and  the 
reduction  of  charge  in  the  low-doped  region  compared 
with  the  bounding  chaise  density.  The  quantum  potent¬ 
ial  dbplayed  in  figure  2(d)  is  positive  wit^  the  quantum 
wdl,  and  emphasizes  the  r^uction  in  charge  density 
compared  with  the  dasskal  valu^  it  is  negative  within 
the  barriers,  as  in  the  case  ttf  the  single-barrier  structure, 
and  positive  outside  of  the  barriers.  The  positive  value 
outside  of  the  barriers  is  a  consequence  of  wavefunction 
and  density  matrix  continuity  within  the  classically 
accessible  region.  Note  again  that  the  structure  of  the 
quantum  potential  is  apparently  the  main  origin  of  the 
structure  leading  to  the  Wigner  contribution  to  the 


energy  per  partkie,  as  seen  in  figure  2(e).  As  in  the  case 
the  sin^  barrier  of  figure  1  the  calculations  suggest  that 
the  Wigner  contribution  is  not  a  conection  bat  repres- 
ents  a  dominant  effect,  and  that  temperature  concepts  are 
not  germane  in  the  context  of  equilibrium  transport 


4.  Conclusions 

The  calculations  of  figures  1  and  2  reveal  significant 
spatial  variations  in  energy  associated  with  density  gra¬ 
dients.  Mathematically,  these  energy  variations,  which 
are  a  consequence  of  wavefunction  continuity  as  tepre- 
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Figure  2.  (a)  Density  matrix  for  a  double-barrier  structure;  (6)  diagonal  component  of  the  density  matrix  ( — ).  from 

equation  (7)  ( - ),  classical  relation  ( - );  (c)  potential  energy  V(x);  (d)  quantum  potential;  (e)  energy  per  particle 

from  density  matrix  ( — ),  from  equation  (8)  ( - ). 


sented  by  ‘curvature'  in  the  density  matrix,  are  suggestive 
of  quantum  heating  and/or  cooling.  Physically  these 
energy  variations  represent  the  influence  of  local 
quantum  medianical  density  dependent  forces  on  the 
carriers.  While  their  magnitodes  indicate  that  they  must 
be  accounted  for  in  all  quantum  mechanical  treatments 
rtf'  transport  in  mesoscopic  structures,  an  interpretation 
in  terms  of  heating  or  cooling  in  equilibrium  is 
proUanatk. 
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Abstract — This  paper  (i)  examines  through  numerical  solutions  of  the  cotipled  coordinate  representation 
Liouville  and  Poisson  equations,  the  use  of  the  Bohm  quantum  potential  to  represent  the  equilibrium 
distribution  of  density  and  energy  in  quantum  feature  size  structures;  0>)  ditcu^  the  devetopment  of 
the  nonequilibrium  quantum  hydrodynamic  (QHD)  equations  with  di^pation  through  the  truncation  of 
the  quantum  distributioa  function;  and  (iii)  compares  select  results  of  the  QHD  equations  inoorporating 
the  ^hm  potential  to  the  exact  Liouville  equation  solutions.  The  broad  conclusion  of  the  study  is  that 
for  structures  of  current  interest  such  as  HEMTs,  only  quantum  mechanical  solutions,  or  the  incorpor¬ 
ation  of  the  quantum  potoitial  as  a  modification  of  the  i  equations  will  permit  representative 

solutions  of  such  critic^  features  as  the  sheet  diarge  dosity. 


INTRODUCTION 

Advaooes  in  crystal  growth  and  processing  tech¬ 
niques  have  assured  the  construction  of  nanoscale 
deuces  with  sharp  interfaces.  Concomitantly,  new 
device  concepts  have  emerged,  including  resonant 
tunneling  structures,  quantum  wires,  quantum  dots; 
and  varients  of  classical  structures  with  quantum 
features,  e.g.  HEMTs  and  HBTs.  While  all  devices 
are  governed  by  quantum  mechanics,  many  devices 
including  HEMTs  and  HBTs  do  not  require  quantum 
transport  for  a  description  of  their  basic  operatioiL 
Nevertheless,  quantum  mechanics  is  required  to 
provide  key  dectikal  features.  For  example,  HBTs 
sustain  low  levels  of  current  at  low  bias  levek; 
these  currents  are  dominantly  tunimling  currents. 
Thermionic  contributions  to  current  occur  at  high 
tnas  levels.  Recently,  device  formulations  utilizing  the 
drift  and  diffusion  equations  and  the  moments  of  the 
Boltzmaim  transport  equation  were  generalized  to 
indude  a  description  of  tuimeling  currents  (Ancona 
and  Iafrate(l],  Gnibin  and  Kreskovsky(2]).  These 
newer  studies  indicated  that  quantum  contributions 
of  the  type  first  considered  by  Wignei(3],  could 
be  incorporated  as  modifications  to  the  more  tra¬ 
ditional  approaches  to  studying  transport  of  carriers 
through  devices.  Sudi  an  approach  was  taken  by 
Zhou  and  Feny(4,S]  in  a  study  of  quantum  contri¬ 
butions  to  transport  in  MESFETs.  How  well  do 
the  quantum  modifications  of  dassical  tran^rt 
represent  actual  transport?  This  question  is  addrKsed 
for  a  limited  number  of  cases  ^ough  comparison 
of  (i)  quantum  “corrected”  solutions  with  (ii)  exact 
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coordinate  representation  solutions  to  the  quantum 
Liouville  equation  for  the  density  operator  p^, 
whose  time  dependence  is  governed  by  the  Hamil¬ 
tonian  H: 

ihdpJdt^lH,p^].  (1) 

The  relevant  quantity  in  the  Liouville  simulations  is 
the  density  nutrix  p(x,  s',  t)  >  <x|p,y  |x'>  whose  role 
is  amilar  to  that  of  the  distiilmtion  function  in 
classical  physics. 

The  procedure  for  assessing  the  quantum  contri¬ 
butions  has  two  parts:  first,  approximate  and  exact 
equilibrium  solutions  to  the  dissipationless  quantum 
Liouville  equation  for  a  varidy  of  structures,  indud- 
ing  a  barrier,  are  compared.  The  approximate  sol¬ 
utions  which  arise  from  a  new  procedure,  with  results 
similar  to  that  of  Mgnei{3],  are  also  expressed  in 
terms  of  the  Bohm  quantum  potential[fi): 

G,s-(ft»/2m)(dHp)'«/<U*l/(p)''*,  (2) 

whose  physical  significance  is  addressed.  Second,  the 
quantum  Liouville  equation  with  Fokker-nanck 
dissipation  mechanisms  is  introduced!^  sriiidi 
a  new  derivation  of  the  quantum  hydrodynamic 
(QHD)  equations  are  obtained.  Nonequilibrium  zero 
current  QHD  and  exact  Liouville  sohitions  are  com¬ 
pared  for  a  simple  heterostructure  diode  configur¬ 
ation  relevant  to  HEMT  structures.  We  confirm  that 
the  simplest  version  of  the  QHD  equations,  the  drift 
and  diffusion  current  density  equation,  and  its  zero 
current  solution  are  modified  as  foilows(l,2]: 

J{,x,t)  =  pitk^Td[{y-^aQ,)lk^T-(-\xdp)Vdx  (3) 

p  =  p,exp  -  [V{x)+aQ,ix)]IKT,  (4) 
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where  a  is  a  constant,  detennined  analytically  below 
and  in  [I]  to  be  a  »  1/3.  More  often  a  is  chosen  to 
provide  the  best  fit  to  exact  results,  and  is  thus 
determined  from  numerical  simulations  as  discussed 
below.  Any  value  of  a  other  than  u  -i  1  is  of  concern, 
in  that  arguments  associated  with  the  single  partide 
Schrodinger  equation,  suggest  a  value  of  unity,  see 
e.g.  [2].  NevertlKless,  we  show  for  conditions  appio- 
priate  to  Boltznuum  statistics,  that  the  exact  and 
approximate  solutions  for  n  #  1  are  ranarkably  simi¬ 
lar,  and  that  solutions  without  quantum  contri¬ 
butions  will  not  represent  the  local  charge 
distribution  in  barrier  dominated  structures.  Fmally, 
the  results  are  related  to  eartier  work  on  the  IM^gner 
function  for  mixed  and  pure  8tatet(8].  These  latter 
issues  are  addressed  in  the  appendices,  which  also 
include  a  discussion  of  the  nurnerkal  algorithm. 

THE  EXACT  EQUATION  OF  MOTION  FOB  THE 
DENSiTV  MATBOC 

The  Liouville  equation  in  the  coordinate  rqjresen- 
tation  without  di^pation  is: 

dpldi+(hl2mi)(Vl-Vl.)p 

-  (l/A)(i'(X,  r)  -  K(X'.  t)]p  -  0.  (5) 

Solutions  yield  the  time  dependent  density  matrix 
p(X,  X',  r),  whose  diagonal  components  provide  the 
density,  and  whose  values  are  constrained  by  the 
integral*  |d’ Xp(X,  X) ATo,  where  AT,  is  the  total 
number  of  electrons.  Assuming  free  partide  con¬ 
ditions  along  the  Y  and  Z  directions,  the  density 
matrix,  with  h^flmk^T,  sqiarates  and  we  seek 

p(X,X%t)^p(X.X',t) 

X  exp  -  U(r  -  rr + (Z  -  zryAxn.  (6) 

Here  2,  is  the  thermal  de  Broglie  waveleogth. 
Equation  (S)  separates  and  the  X,X'  portion  is 
rewritten  in  terms  of  center  of  mass  and  nonlocal 
coordinates: 

cento*  of  mass  ooordiiutes:  (X  -l-  X')I2  «  x; 

nonlocal  ooordiiutes:  (X  —  XO/X  •*(.  (7) 

Note:  the  transfomution  is  consistent  with  (3],  but  is 
not  area  preserving  (the  Jacobian  is  imt  unity).  In 
terms  of  these  variables  and  for  free  particle  con¬ 
ditions  along  the  otho  directions,  tte  governing 
equation  for  p(x  -4-  Ci  x  —  Ci  0  >>'• 

dp/dt  +  (hf2mi)d^ptdxd( 

-  (imiy(x +C.0-  y(x  -  c,  oip  -  o.  (») 

All  results  arise  from  p(x  +(,  x  — {);  nevertheless, 
we  require  expressions  for  current  and  energy,  wfakfa 
are  obtained  from  the  diagonal  components  of  the 
following  nutrices: 

density:  p(x  -iC.  x  -  {);  (9a) 


current  density:  7(x  x  -  ()  -  (A/(2iRf)]dp/dC; 

(9b) 

energy  density:  £(x  +  C,  x  -  C)  =  -(h^lim)d^pldC*. 

(9c) 

The  above  definitions  are  discussed  in  (7],  and  in 
Appendix  B. 

THE  APPBOXIMATE  DENaTY  MATMX  EQUATION  AND 
EQUIUBBIUM  SOUmON 

Numerical  solutioiu  are  obtained  from  eqn  (8).  For 
interpretive  purposes  and  for  developing  the  QHD 
equations,  we  approxinute  eqn  (8)  in  two  steps.  First, 
we  assume  an  infinitdy  differentiable  potential,  in 
wfaidi  case  eqn  (8)  becmes: 

dpldl  +ihpmi)d^pldxdli  -  (2/A) 

X  Z  11/(2/  +  OIK*"* ”5*"*  "F/dx®*  »p  -  0.  (10) 

where  the  sum  is  over  0  <  /  <  oo.  Second,  we  retain 
only  the  first  two  terms  in  the  expansion: 

dpfdt  +  (hPmi)d^pldxdC 

-  (l/A)I2(dF/ax  +  (C/3)d*V/dx*]p  -  0.  (I  I) 

Note:  retaining  only  the  term  linear  in  (,  yields  an 
equation  equivalent  to  the  time  dqiendent  colliaion- 
leu  Boltzmaim  equation;  demonstrating  that  quan¬ 
tum  effects  arise  from  higher  order  terms  in  the 
cxiHmaoinof(K(x  -4-C,0~  F(x  —  (,!)].  For  the  den¬ 
sity  matrix  equivalent  to  the  coUisionless  Boltzmann 
equation,  aixi  for  dp/dt  0: 

p(x  -I-  C,  X  -  C,  r)  -  p,  exp  -  K + ^F(x)l  (12) 

is  an  exact  solution  for  free  partides  (no  collisions)  in 
a  potential  energy  distribution  F(x).  More  generally: 
p(X,  X'.  r)  -  p,exp  -  [CV  +  ^F(x)]exp  -  ({(K  - 
Y'f + (Z  —  Z'f}/4X*fi  For  a  reference  density 
p^,  the  Fermi  energy  [i/^]lii(p,/Nl,  where 
N**2(ml2xfih^.  Equation  (12)  is  equivalent  to 
^xpl—p{(p^/2m)+  F(x)}J  (see  Appendix  B). 

To  oMain  the  quantum  modifiations.  we  recog¬ 
nize  that  the  classical  carrier  density  and  mean 
kinetic  energy  density  under  zero  current  conditions 
are  re^wctivdy:  p(x.x)>p^exp  — {/?K(x)],  and 
ff(x,x)mc(x,x)p(x,x)-p(x,x)kkr/2,  where 
c(x,  x)  is  the  meoR  kkierfc  energy  per  parrfeJe,  and  that 
eqn  (12)  can  be  recast  as; 

p(x  -l-C,  X  -  C)  -  p(x,  x)exp-I2C*^(x,  x)/2*l.  (13) 

Equations  (13)  and  (12)  have  the  same  content  for 
dasrical  tranqxrrt  For  quantum  tyanqiort  the  mean 
kinetic  energy  per  particle  includes  modifications  to 
the  classical  value(3].  The  numerical  studies  bdow 
suggest  that  the  effea  of  the  quantum  correction  is  to 
either  pbteh  or  stretch  the  d^ty  matrix  along  the 
nonloosl  direction.  Equation  (13)  represents  both 
contributions.  To  obtain  these  corrections  eqn  (13)  is 
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substituted  into  eqn  (1 1)  with  the  resulting  equation 
ordered  in  powers  of  ( : 

C{4ai€(jr,  x)p(*,  x)ydx  +  lidVldx)p(x,  X)} 

-WlX*){mx,x)d€(x,x)ldx 

-  (X^pA)d^Vldx^p{x,  X)}  =  0.  (14) 

Thus  separately: 

2dle(x,  x)p{x,  x)ydx  +  (dVldx)p(x,  x)  -  0  (15) 

€(x,  x)ae(x,  xydx  -  (X^PAfi)d^  V/dx^  -  0.  (16) 

Equation  (16)  submits  to  an  immediate  solution: 
£(x,  X) = £,11 + (;i/£,)>(i/i2^)a»i'/ax^w 
(^^k,,Tf2  is  independent  of  position  and  the  inte¬ 
gration  constant  is  chosen  to  retrieve  the  dassical 
result  under  uniform  field  and  density  conditions.  If 
the  quantum  corrections  are  small  compared  to 
the  quantum  corrected  energy  is: 

E(x,  x)  s  £(x,  x)p(x,  x) 

^[k^TI2  +  iX^ll2)d^yidx^(x,x),  (17) 

which  correqx>nds  to  Vagner’s  result  ([3],  eqn  (30)). 
For  the  quantum  corrected  density,  we  solve  a  re¬ 
arranged  eqn  (IS),  using  eqn  (17)  for  energy: 

HX^I6)(d^V/dx*)  +  dV/dx] 

/[(A V6)(a*F/ax*)  -H//I1  -H  d  In  p/dx  =  0.  (18) 

For  small  quantum  modifications  the  above  inte¬ 
grates  (approximately)  to: 

P(*.je)-P.fexp-/I(F-|-C*/3)I,  (19) 

where: 

Gw  =  (h^lArnmd^V/dx^  -  PidVfdxm  (20) 

defines  a  Wigner  quantum  potential.  For  small 
modifications  eqn  (19)  becomes:  p(x,x)» 
p,[exp  — /lK(x)J{l  — /lGw/3},  which  corresponds  to 
Wigner’s  equation  (28). 

Equations  (19)  and  (4)  have  the  same  form 
although  the  modification  is  in  terms  of  potential 
energy  rather  than  density.  To  the  extent  that  the 
above  approxinutions  are  of  order  we  replace  the 
potential  energy  in  eqn  (20)  with  its  dasacal  density 
equivalent:  ^F(x)- — ln|p(x,x)/p,].  In  this  case 
Q»  ~  6wf  anti  ntin  (4)  is  retrieved  with  a  « In  terms 
of  density,  the  energy  [eqn  (17)]  u  teexpressed  as: 

£(x,  X)  -  [*,  r/2  -  (fi’/24m)a>  p)/a*x]p(x,  X). 

(21) 

The  quantum  corrected  form  of  the  density  matrix 
using  eqns  (13),  (17)  and  (19)  is: 

p(x -l-<:,x -0-PiOq)-(/J{F(x)-fQw/3} 

+  (C/A)*{1  -1-  (AV6)^*F/ax*}J.  (22) 

For  small  corrections,  p(x  -1-  (,  x  —  C)  s:  p,exp  —  ((f  / 
Xli‘  -f  mx)]{l  -  flQwP  -  (C  W»F/5x’},  which  as 
discussed  in  Appendix  B,  yields  upon  application  of 
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the  Weyl  integral,  Wigner’s  form  of  the  quantum 
corrections  (eqn  (25)  of  [3]). 

Equation  (19)  highlights  the  quantum  modifi¬ 
cations.  For  example,  in  the  case  of  a  synunetric 
barrier,  classical  theory  teadies  that  density  is  deter¬ 
mined  solely  by  the  value  of  the  potential.  Quantum 
theory  is  predicated  upon  continuity  of  the  wave 
functions,  permits  tunneling,  and  teaches  that  the 
denaty  within  a  barrier  can  be  higher  than  that 
determined  classically.  At  the  peak  of  the  barrier, 
F.kO,  Fe><0,Gw<0  and  the  density  exceeds  its 
riatsical  value.  Within  a  qnrunetric  quantum  well, 
at  the  center  of  symmetry,  F,  -  0,  >  0,  Gw  >  0 
and  the  density  can  be  less  than  that  obtained  classi¬ 
cally. 

COMPAUSON  OF  EXACT  AND  APPSOXIMATE 
EQUIUBBIUM  DtSTSDUnON  njNCTiONS 

The  extent  to  which  quantum  modification  rep¬ 
resent  quantum  transport  in  structures  under  equi¬ 
librium  was  addressed  in  two  steps.  First,  solutions 
were  obtained  for  the  coupled  Liouvilie  equation  (8) 
and  Poisson’s  equation: 

dleix)dVldxydx  =  -e^(x,  x)  -  Po(x)].  (23) 

(In  the  discussion  below,  the  permittivity  and  elective 
mass  are  constant,  with  values  are  those  appropriate 
to  GaAs.)  Second,  the  exact  density  computed  from 
the  Liouvilie  equation  was  inserted  into  eqn  (2), 
(2a  was  computed,  and  an  approximate  density 
and  energy  per  partide  was  obtained.  The  results 
of  part  one  and  part  two  were  compared.  In  all 
calculations  glolwl  diarge  neutrality  occured: 
J  dx[p(x,  x) — Pp(x)]  s  0.  Two  examples  were  con¬ 
sidered,  ea^  at  300  K,  where  for  GaAs  the  thermal 
de  Broglie  wavelength  is  2  =  45  A.  In  both  calcu¬ 
lations  the  nominal  density  was  10'*/cm’.  (At  these 
densities  gallium  arsenide  calculations  necessitate  the 
use  of  Fermi  statistics.  These  have  been  performed  by 
the  authors(10],  and  dertKMisttate  two  density  depen¬ 
dent  contributions  to  energy,  one  classical  and  a 
second  quantum  mechanical  in  origin.  At  lower  den¬ 
sities  where  Fermi  statistics  are  not  an  issue  calcu¬ 
lations  demonstrate  that  the  effects  of  the  quantum 
potential  Gs  ***  qualitatively  similar  to  the  results 
discussed  below,  but  the  magnitudes  of  the  density 
derivatives  are  smaller  (longer  Debye  length)  and  the 
quantum  corrections  are  reduced.) 

Classical  N*N~N*  structures 

The  structure  » 1600  A  kwg  with  a  nomirutl  doping 
of  lO^/cm*  and  a  centraOy  pboed  500  A.  lO'Vcm' 
r^ioiL  The  variation  in  badeground  doping  was 
over  one  grid  point  or  4  A.  Solutions  yidd  p(X,  X'), 
which  in  eqnilibcium  is  teal  and  symmetric, 
p(,X,X')’^p{X',X\  as  displayed  in  Fig.  1(a).  The 
inset  to  Fig.  1(a)  is  the  free  particle  density  matrix. 
Free  particle  Boltzmann  boundary  conditions  ate  as¬ 
sumed;  i.e.  p{X,  X")  -  p, exp  —  (UXf.  All  numerical 
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Fif-l.  (a)  DeasiQrniatiix  for  the  structure  with  fine  particie  boundary  oondhiaiis,  as  obtained 

from  the  Liouvilk  equation  (8).  The  physical  dimension  of  the  structure  is  1600  A,  requiring  Aat  the 
density  matria.  whidi  is  calculated  over  a  square  matrix,  is  of  side  1600  A/v2-  The  center  of  mass  and 

nonlo^  coordinates  are  indicated.  The  inaet  is  the  frm  partick  denti^  matrix,  (b)  ( - )  Diagonal 

component  of  the  density  matrix  Grom  (a).  (•  •  •)  Density  as  obtained  from  eqn  (4)  widi  n  *  0;  ( - with 

a  »  1/3.  (c)  Seif  consistent  potential  energy  for  die  calculation  of  (a),  (d)  (^limtum  potential  for  the 

calcuktion  of  (a),  (e)  ( - )  Energy  per  partick  as  obtained  fnmi  tte  diagonal  component  of  eqn  (fc) 

for  die  calcuktion  of  (a).  ( - )  Energy  per  pardde  as  obtained  from  eqn  (24)  with  a  —  1/3;  ( - )  with 

a  «=  1/4;  ( — with  a  » 1/5. 


to  the  exact  solution  occur  for  a  between  1/3  and  1/4. 
The  significanoe  of  these  results  is  that  the  quantum 
contributions  are  soldy  responsibk  for  the  spatial 
variation  in  the  energy  per  partide,  and  demonstrates 
the  presence  of  quantum  contributions  with  classical 
structures. 

Single  barrier  diodes 

For  thtt  calculation  the  badtground  density  is  fiat 
and  equal  to  lO^/cm^  the  stmcture  is  2000A  long 
and  the  grid  sparing  is  uniform  and  equal  to  3  J3  A. 
Rgure  2  diqilays  the  results  for  a  SCWmeV  barrier 
rqxesented  analytically  by: 

-  500ineVl{l  -btanhKx  -ai)/h]}/2 

+  {l-tanh((x-o,)/ftD/2-ll,  (25) 

where  o,  k— I50A,  aj^lSOA,  b^  SO  A/3.S0. 
figure  2(a)  displays  eqn  (25),  where  increases 


continuously  (from  near  zero)  to  5(X)meV,  over 
approx.  75  A. 

Rgure  2(b)  displays  p{X,X').  As  in  the  Fig.  1 
calculation,  free  particle  boundary  conditions  are 
assumed.  The  dramatic  **hole’'  is  a  consequence  of 
die  barrier.  Rgure  2(c)  is  a  line  plot  of  deasiQr.  The 
solid  line  is  obtained  from  the  LiouviOe  and  Poisson 
equations;  the  dariied  lines  are  from  eqn  (4)  with 
a  «0  (kx^  dashed  line)  and  1/3  (short  dashed  Kne). 

Ownmontniwcheulaihtinwkurigni^nf  twluerinn 

of  duuge  within  the  barrier,  as  wdl  as  charge  ac¬ 
cumulation  on  either  side  of  barrier.  At  the  edges 
c(  the  barrier  the  solutions  dosest  to  the  LiouviBe 
equation  are  those  for  a»l/3.  The  reduction 
(rf*  charge  within  the  barrier  is  a  consequence  of 
tile  barrier,  while  the  presence  of  diarge  adjacent 
to  but  outside  of  the  barrier  is  a  consequence  of 
self-consistency  in  the  calculation.  Its  magnitude  is 
dependent  on  the  condition  of  global  charge  neu- 
tn^ty.  Figure  2(d)  displays  the  potential  energy 
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Fig.  2.  (a)  Sketch  of  the  hypefbohc  tangent  hairier  oentially  placed  within  the  2000  A  ttmctuie.  (b) 
Dearity  matrix  for  the  angle  beirier  ttractwe  with  fiee  partick  bowndMy  condMoat,  as  oblaiaed  from 
the  UonviUe  equatioa  (B).  Ihe  phyacal  duneniion  of  tte  stnicfare  a  2000 A.  requiiing  that  Ube  deaaqr 
matrix,  which  is  calculated  over  a  tqaaie  matrix,  a  of  ade  2000  A/^Z  The  carier  of  mam  aad  nonlocal 

ooordiiatcs  are  indicated,  (c)  ( - Diagonal  component  of  the  denaty  atatiix  from  (a).  (•••)  Deaaty 

as  obtained  from  eqn  (4)  with  «  « i/3;  ( - )  with  m  >0.  (d)  Sdf  ocarislent  potential  energy  for  the 

calcidalion  of  (a),  (e)  Quantmn  potential  for  the  calctdation  of  (a),  beet  mdndes  (d).  (Q  ( - )  Energy 

per  paitiefc  as  obtidiad  from  eqn  (9c).  ( — )  Energy  per  particle  as  obtained  from  eqn  with  «  >  1/3. 


11B  AmofORun  NONiQUUMiUM  ogrenir 
RUTint  1H1  ooNsnucnoN  or  THE  gHO 

EQUATIONS 

The  nooequiHbrhim  sitaation,  is  oonsidend  within 
the  framework  of  the  QHD  equations,  which  incor¬ 
porate  quantum  contributions  as  mod^ieatioiu.  The 
(^D  equations  incude  dissipation  withm  the  context 


of  Pokker-Plaodt  (FF)  scattering.  The  motivation 
for  PP  dissipotion  is  simplicity.  When  scattering  is 
treated  as  in  the  Boltzmann  transport  equation, 
utOizBtiott  of  the  Weyl  transformation  results  in  an 
equivalent  scattering  integral,  that  is  approximately 
dqieadent  upon  powers  of  C<  end  derivatives  with 
respect  to  ((10).  Under  spedal  dieumstances  these 
take  the  form  of  PP  dissipation.  The  equation  of 


p  (X.X’)/10’*/CM* 


IXM 


H.  L.  Gutnm  et  of. 


motion  of  the  density  matrix  with  FP  dissipatioii(l2] 

is: 

dpidi  +(hl2mi)CVl-Vi)p 

-(l/a)[P(X./)-F(XM)b 

+  (l/2T)(X-X')(V,-V^b 

+  [(S/h*)(X  -X')  (X-  X')]p  -  0.  (26) 

where  x  represents  a  scattering  time,  and  S  represents 
a  diffusive  term  in  the  momentum  representation  (see 
Appendix  B).  Using  procedures  leading  to  eqn  (II), 
and  assuming  that  the  £  is  directionally  dependent, 
i.e.  along  the  Y and  Z,  S  ^mk^T/x  (see  also  (7D,  the 


equatioo  from  which  the  QHD  equations  are  ob¬ 
tained  b: 

dpidi  +{hl2mi)d^pldxdi:  -(l/*)(2(d»'/dx  .KC’/3) 
X  d>v/dx*)p  +  (l/txap/ac  +  (62/h*K V  -  0.  (27) 

We  note  that  a  general  set  of  moment  equations  b 
obtained  by  taking  successive  nonlocal  direction  de¬ 
rivatives  of  the  Liouville  equatknL  Truncating  the 
moment  equatioos  requires  assumptiotH  on  the 
form  of  the  density  matrix;  and  that  used  below 
evolved  from  the  approximate  equiUbtium  case.  The 
motivation  for  su^  a  form  b  the  semi-dasocal 
situation  where  moment  equatioos  are  oAen  trun- 


Fig.  3(a,  b).  CapOom  onfadxg  page. 
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Fig.  3.  («)  200 meV  bonier  oAhiii  the  0000 A  etmctore  ftHdied  with  the  maiotioB.  (b)  Deuity  aauris 
for  the  ihidte  bonier  ettactore  with  fiee  portick  bomdoiy  ooedilioBe,  oe  obtoiaed  the  LkoniOe 
oqootiQa  (S)  fer  o  bioe  of  -OJooeV.  The  phafokol  dioMooioe  of  the  etraetare  h  OOOOA,  io«|aiiiag  that 
the  deadty  oeotin.  which  ic  calcaleted  oieer  a  aqaaic  aeatin,  ie  of  aide  (OHOA/y/Z  The  oeoter  of  oHae 

aadBOiiloGalooorfiaaleaareiBdicaled.(e)( - )SdfcoaeieteatdiaaoaalooMpoBeatofthedeBatyBiati« 

fbrabiaeof  -0JaieV.( - ^)Qaaatoatoon«ctedaoiatioa.(d)( - )SelfoeBtifleatdiasniialci)iM|»oiieat 

of  the  deaaity  awtiix  for  a  bin  of  O-OineV.  ( - )  Qaantwm  oonecled  eotatioa.  (e)  ( - )  Setfoooaiateat 

polealial  enemy  for  *  tiiee  of  -OJanV.  ( - )  QaatSaai  oonecled  eotatioa.  (0  ( - }  Self  coniielent 

potential  eneffy  for  a  biaa  of  0.0  bkV.  ( - )  Qnantam  oonecled  eoiatioB. 


Gated  by  lepreienting  nonequilibriam  by  a  duplaoed 
Max«dliaii,exp— (^{0— +  K}],  and  where 
the  mean  momentum,  pt,  te  denaity,  and  a  particle 
temperature,  are  to  be  determined.  The  argument  for 
a  diqiiaoed  Maxwellian  is  the  assumption  of  rapid 
dwnnalization.  While  there  is  experimental  evidem 
that  some  quantum  feature  size  devices  sustain  strong 
relaxation  cHects.  such  phenomena  is  not  fikely  to  be 
univetaaL  Neverthdeas,  as  a  first  stqi  in  devdoping 
a  set  of  noneqnilibriiim  QHO  equations  we  examine 
the  oonsequenoes  of  modifying  the  quantum  equi* 
lihrium  <fistributions  to  describe  nonequilibtiw 
oonditioos.  Within  the  context  of  the  ooonfinate 
representation,  the  Wqd  transformation  as  discussed 
in  the  Appendix  B,  dictates  that  the  diyiaoed  equi* 
libtinm  dennty  matrix  (generally  non-Maxwellian) 
used  below,  is  obtained  throu^  tte  following  modifi¬ 
cation  of  a  zero  current  density  imurix: 

p(x  +C,  X  -C)»p(x  +C,  X  -  {)exp-t-  (ZfptC/ll],  (28) 


adiere  Pit  is  at  most  a  function  of  x.  With  the  current 
hMoeporated  as  in  eqn  (28)  the  amstneiiam  of  the 
equations  proceeds  in  three  parts:  first,  the 
truncated  density  matrix  is  identified  as  eqn  with 

the  form  of  the  equilibrium  oontribution  given  by 
eqn  (22)  (the  potential  is  repfawed  by  the  classical 
dens^  eqtnvaleat);  second,  the  relevant  transport 
quantities  are  Mrsitified  as  carrier  deaaity,  p(x), 
mean  momentum,  p«(x)  and  dectroo  temperature, 
ra(x)>  l/(^ii«);  ddtd  the  moment  equations,  are 
obmhied  from  a  succession  of  derivati^  foBowed 
byfiielimitasC  ^0.  hi  taking  moments  vre  note  dwt 
much  information  contained  in  the  off-diagooal  el¬ 
ements  of  the  density  matrix  is  lost 
Whb  eqn  (28)  the  foUowing  quantities  (from 
eqn  (9^  are  relevant  to  the  moment  equations  (widi- 
out  tee  eqnipartition  contributions  of  the  K  and  Z 

directions^k 

(2»a) 


Jix,x)»p(x,x)pJm; 
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E(x,  x)  » [pUlm  +  A*  7^/2 

-(*>/24«)a>p)/ax^;  (29b) 

l^\x,  x)  » (pj  +  Iptmk^,  Ti 

-  PiC*  p)l^x*]p.  (29c) 

Equation  (29c)  b  the  diagonal  oornfMoent  of 
+  C,  X  - 0  - (hl^fd^pldli\  and  lepfcaentt 
the  eaetgy  flux,  (as  typically  appears,  e.g.  in  the  third 
moment  of  the  Boltzmann  transport  equation). 
Equations  (29)  and  their  dependence  on  d^vatives 
of  density  are  valid  only  in  the  limits  discussed 
in  the  above  sections,  and  represent  mod^eatkms  to 
dassical  situations.  In  tUs  sense  it  is  important  to 
note  that  the  derivation  of  the  quantum  potentkd 
in  terms  of  explidtly  involved  the  carrier  tempera¬ 
ture.  The  Bohm  potential  Q^,  b  independent  of 
dectron  temperature.  The  consequences  of  using 
rather  than  Q^,  in  the  QHD  equations  should  be 
examined. 

The  QHD  equations  are  obtained  by  taking  succes¬ 
sive  derivatives  with  respect  to  (,  as  ddfined  by  eqn  (9) 
and  taking  the  hmit  C  The  QHD  particle,  momen¬ 
tum  and  energy  balance  elutions,  are  respectivdy: 

dp  jit  -t-  d[ppjm]ldx  »  0;  (30) 

+  2d£(x,  x)ldx  +  (dVldx)p  +  ppjx  —  0; 

(31) 

dEldt  +  iH2m*)dP^^^/dx 

+  {ppJmWtSx  +  2£/t  -  (S/«)p  -  0.  (32) 

We  rearrange  eqns  (31)  and  (32),  noting  that  the 
quantum  correction  driving  force  b  ortptidt  in  £(x,  x) 
1^  P^x,  x).  Using  eqn  (29b)  for  £(x,  x)  and  noting 
that  d(pd^  p)/dx^dx  «  —(Amlh^p&Q^/dx,  the 
QHD  momentum  equation  b(2]: 

^{pPeV^t  +  d(ppym)dx  +  d(pkT)ldx 

+  pS(Qsl^)ISx  +  pdV/dx  +  ppJx  1 0,  (33) 

whidi  differs  from  its  dassical  analog  through  the 
presetMe  of  QJ2]-  When  the  first  two  terms  are 
zero,  and  the  electron  temperature  b  ^tially  inde¬ 
pendent,  the  drill  momentum  density  reduces  to: 
PPe ~  -xk^Tpd[(V  +  Q,f3)lk^T  +  ba(p)]ldx.  Then 
for  a  IB  1/3:  and  J  —  —eppjm,  eqn  (3)  b  retrieved; 
for  pd«0,  the  density,  as  given  by  eqn  (4)  b  a 
solution  to  eqn  (33).  Note:  the  form  of  the  scattering 
term  in  eqn  (33)  idaitifies  the  first  part  of  the  FP 
scattering  as  a  frictional  term  (see 

For  the  energy  bahmoe  equation,  using  eqn  (29X 
eqn  (32)  becomes: 

dE/dt  +  d{(pJm)lE  +  [p/m  -  P)l 

X  dx^]}/dx  -I-  (pp4/m)K.  +  2£/t  —  [3lm)p  ■  0. 

(34) 

To  determine  3,  we  note  that  it  generally  depends 
iqxm  X,  as  does  t.  In  the  context  of  eqn  (34)  we 
requite  that  £  relax  to  which  b  the  pi »  0  value 


pyen  by  eqn  (21).  This  b  guaranteed  with 
3  <B  TmE^/x.  Thus  eqn  (34)  becomes: 

dE/dt  -t-  d[[pJm)[E  +  pk^T)\dx 

+  (p/>s/»«)at(?./3+n/^x 

-p[X%T/El[d^p)/dx*\d 

X  [pjm)/dx  +  (2/T)(£  -  £;]  -  0.  (35) 

Ihe  second  part  of  the  FP  dissipation  involves  a 
rdaxatioo  to  a  non-zero  thermal  energy.  E^  above  b 
the  same  as  used  by  Woolard  et  0/^13]. 

The  consequences  of  the  above  approxirruttions  b 
the  appearance  of  the  quantum  potential  with  the 
(actor  **1/3**.  (The  situalxm  for  Fermi  statistics  b  not 
addressed  here.) 

QtJAKnjM  DiOIMtNT  EQUATION  COMPUTATIONS; 

OOMPABBON  TO  THE  EXACT  SOUmONS 

The  development  of  the  QHD  equations,  b  pre¬ 
dicted  on  future  use  in  the  design  and  understanding 
of  muhi-dimensioiial  quantum  feature  size  devices. 
The  degree  to  which  thb  b  useful  remains  to  be 
determined  for  nonequiUbrium  pheruMnena,  arxl  the 
work  of  [4>^  represents  an  important  beginning. 
Another  relevant  case  b  the  evaluation  of  density 
across  an  abrupt  heterostructure  region,  as  occurs  in 
either  a  heterostiucture  diode  or  in  modulation 
doped  FETs.  WhUe  the  sheet  charge  density  can  be 
obtained  from  solutions  to  Schrodinger’s  equation, 
the  incorporation  of  such  a  calculation  in  a  quantum 
corrected  standard  set  of  device  simulation  equations 
has  only  recently  been  addressed.  We  consider  thb  in 
assessing  solutions  of  the  QHD  equations  against  the 
LiouviOe  equation  in  the  zero  current  litnit.  It  b  noted 
that  the  use  of  an  abrupt  interface  vkdates  the 
following  conditions  regarded  as  the  basb  for  the 
development  of  the  quantum  modifications:  the  po¬ 
tential  Is  continuous,  and  the  value  of  Q  is  small  enou^ 
to  be  regraded  as  a  correction”.  It  may  be  cotijeo- 
tured  that  the  use  of  quantum  potentU  has  more 
goerality  than  that  uncovered  in  the  above  deri- 
vatkms;  at  thb  time  there  b  no  justification  for  thb 

rl«im 

The  oonqHitation  b  for  a  tSOOOA  structure  with 
constant  lO'Vcm’  doping.  The  grid  qradrig  for  the 
UouviOe  equation  was  constant  and  equal  to  A; 
the  grid  was  nonunifonrdy  spaced  for  the  (^ID 
calculation.  A  200  meV  abrupt  barrier  b  placed 
across  the  tight  half  of  the  structure,  as  shown  in 
Fig.  3(a).  The  sdf-consbtent  space  charge  profiles 
were  computed  for  two  values  of  applied  bias: 
K^^s0.0eV  arxl  — OJleV.  In  both  computations 
the  quantum  potential  was  finite  within  the  vicinity  of 
the  inlerfiMe,  with  structure  similar  to  that  of  the 
barrier  problem  discussed  in  Fig.  2;  it  was  zero  within 
the  vicinity  of  the  boundaries.  The  two  dimensional 
zero  current  density  rmitrix  for  —  — 0.2eV  b 
shown  in  Fig.  3(b). 
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Line  plots  of  the  density  matrix  for  both  the  exact 
(solid  fine)  and  quantum  oonected  solution  (dashed 
line)  are  display^  in  Fig.  3(c^).  Note  the  aocumu- 
ktioa  of  diaige  on  the  narrow  bandgap  side  of  the 
structure  followed  by  dqiletion  (with  non-neg)igible 
values)  of  diaige  on  the  wide  bandgap  portioa  of  the 
structure.  Under  bias  the  edge  of  the  structure  is 
dqileted  of  diaige.  The  potential  energy  distribution 
for  the  two  values  of  bias  are  displayed  in  Fig.  3(e/) 
vriiere  we  see  that  the  discontinuity  in  potential  is 
equal  to  the  IhD  200  umV  associated  with  the  barrier. 
The  character  of  this  solution  is  similar  to  that  at  the 
edge  of  the  hyperbolic  tangent  barrier  shown  in 
Rg.  2.  In  paitioilar  the  quantum  potential  is  positive 
(negative)  to  the  left  (right)  of  the  metaOurgieal 
boundary.  The  oonqiarative  density  and  potential 
prafilet  are  extremely  dose  and  attest  to  the  oonfi- 
denoe  of  the  approxitnation,  for  this  type  of  structure. 
But  caution  is  in  order!  The  excdknt  agreement  for 
the  calculations  of  Rg.  3,  ter  tiie  less  oertain  agree- 
meot  of  Fig.  2,  indicate  that  a  careAd  caae4>y<aae 
assesecment  rrmy  be  necessary.  Neverthdess  it  iq>- 
pean  that  obtaining  representative  charge  densitiee 
necessitates  the  incorporation  of  quantum  dfects 
through  such  additions  as  the  Bohm  quantum  potmi- 
tiaL  Altemativdy,  realistic  device  simulations  mutt 
resort  to  a  full  multidimensional  quantum  transport 
calculation. 


SUMMABV 

Tint  study  assessed  the  introduction  of  quantum 
rmxlifications  of  dassical  transport,  with  the  results 
indicating  that  quantum  corrective  transport  is  useful 
under  oertain  drcumstances,  and  that  many  simple 
device  studies,  such  as  those  for  HEMTs  would 
bmefit  from  its  inoorptnation.  It  is  likdy  that  such 
corrective  tranqwrt  considerations  woiild  also  be 
valuaUe  under  nonequilibtium  conditioiu  particu- 
lariy  in  evaluating  transport  across  heterostructure 
r^ions.  It  is  important  to  note  that  introduction  of 
tiw  quantum  potential  in  a  generic  form  of  the  (^ID 
equatkms  is  not  new.  it  has  been  linked  to  density 
flmctional  theory,  as  discussed  by  Dd)  and  GfaosHI^ 
who  also  ident^  the  force  as  beir^  of  quantum 
origin.  Bohm  and  Hiley(15],  point  out  that  an  essen¬ 
tial  new  feature  of  the  quantum  potential  is  that  for 
single  paitide  Sduodinger  fidds,  only  theySwiM  of  tire 
Sdirodinger  Add  counts,  not  the  intensity.  The  force 
arising  from  this  potential  is  not  like  a  medwiiiical 
force  of  a  wave  ptuhing  on  a  particle  with  a  pressure 
prc^rottional  to  the  wave  intensity;  rather  Um  force 
arises  frtxn  information  content,  e.g.  structure,  rather 
than  value,  of  the  wave(lS].  Bohm  and  IBItyflS] 
Hiwingiiwh  this  foTce  from  tte  Maddung(lti)  hydro- 
djmamic  modd  in  which  tiie  particle  is  piuhed  me¬ 
chanically  by  the  fluid. 
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APPENDIX  A 
Sobttion  Procedure 

For  oonvenienoe  of  solution  and  detennining  suitable  forms 
of  boundary  conditions,  eqn  (8),  is  rewritten  as  a  ootqM 
first  order  system  of  equationi(17): 

u(.X,X')-^-[»l2m\[epl3X  +  dpieX'\mO  (Al) 

dpidi  +lduldX-du/dX’] 

+ vmiy(x,  0  -  y(x'.  t)]p  -  o.  (A2) 

Equation  (Al)  defines  u(X,  X',  f);  eqn  (A2)  is  an  ahemathw 
form  of  eqn  (8)  after  aooounti^  for  bw  particle  oonditioiis 
along  the  F  and  Z  diiectiotis:  rewritten  in  terms  of  «  and  p. 
The  diaiacteristic  directions  for  eqns  (Al)  and  (A2)  are*. 

x-(Z  +  JirO/2- constant  (A3) 

(-(Jr-ZO/2-oonstanL  (A4) 

In  terms  of  the  characteristic  directions  x  and  eqns  (Al) 
and  (A2)  can  be  written  as: 

m(Z.  X')  -f  [»l2mVpldx  ~  0  (A5) 

dpIdi  +  Ar/ac + iWivix,  t)  -  y(X'.  r)ip  -  o.  (A6) 

Suitabie  boundary  conditions  for  eqns  (AS)  and  (A6)  are 
the  speofication  of  p  and  u  along  the  boundary  Z' »0  and 
the  specification  of  u  along  the  boundary  X  -  LI.J2,  where 
Lis  the  length  of  the  device.  Along  the  boundary  X  ~0,p 
is  spedfied  as  the  complex  conjugate  of  p(X.0),  since  p  is 


benniiian,  and  u  is  computed  form  the  outgoing  character¬ 
istic  eqn  (A6).  Along  the  boundary  X  -  L/y/2,  p  is  com¬ 
puted  from  the  outgoing  characteristic  eqn  (A5). 

An  altetnalive  system  can  be  formulated  in  terms  of  the 
current  matrix: 

J(X.  3")  +  (A/2mjap/aC  -  0  (A7) 

dpldi+dJ/dx+iilh\iy(X,t)-y(X\t)]p  -0.  (A8) 

Equations  (AT)  and  (A8)  have  the  same  characteristic 
diret^ns  x  and  (  as  equations  (At)  and  (A2).  Suilable 
boundary  conditions  for  eqns  (AT)  and  ( A8)  are  the  specifi¬ 
cation  of  p  and  J  along  the  boundary  X'  a«0  arid  the 
tperification  of  p  along  the  boundary  F  «  L.  Aktog  the 
boundary  F  - O.7  is  specified  as  the  complex  coiyugate  ol 
J(x,0)  and  p  is  computed  from  the  outgoing  characteristic 
eqn  (AT).  Along  the  boundary  X  computed  from 

the  outgoing  characteristie  eqn  (AS).  Both  sets  of  the  first 
order  system  of  equadons,  eqns  (AS)  and  (A6)  and  eqns 
(AT)  and  (A8),  are  useful  in  applications  since  they  alW 
different  forms  of  boundary  oonditioos.  Both  sets  of 
equations  can  be  solved  by  the  same  numerical  procedure. 

The  solution  procedure  consists  of  solving  the  firri  order 
system  of  equations  as  an  initial  boundary-value  praUm 
starling  Irom  conditions  along  the  line  F' —  0  and  marching 
to  the  line  F'  -  Z.  using  the  method  of  characteristics.  A 
characteristic  net  for  the  equation  of  motion  of  the  density 
matrix  can  be  constructed  a  priori  from  grid  points  of  a 
uniform  square  grid.  A  discrete  form  of  eqns  (A5)  and  (A6) 
on  this  grid  is  (Fig.  4]: 

(uL  +  [A/2« Jtp(/.y)  -  p(i  -  1.;  -  l)l/Ax  -  0  (A9) 

tap/d/L  +  [«('■  +  l.y  -  I)  -  u(i,J)VU 

+  (I7*1IF(F.  1)  -  y(X'.  /)L.(pL  -  0.  (AlO) 

where  (■]„  represents  an  average  over  the  grid  ceU.  Depend¬ 
ing  upon  the  form  of  averaging  chosen,  eqiu  (A9)  and  (A  10) 
form  a  system  of  2  x  2  bk)^  tridiagonal  or  Uo^  diagonal 
algebraic  equations  that  can  be  solv^  at  F'  wyGramktMwn 
values  at  F'  -y  - 1.  Thus,  the  solution  procure  can  be 
marched  from  boundary  conditions  at  F'  ~0,  in  steps  along 
F',  to  F'  w  L.  Similar  procedures  can  be  utiliml  for  eqns 
(AT)  and  (A8). 

S^-oonsistcncy  is  included  in  the  analysis  by  touting  the 
solution  of  the  density  matrix  equation  with  the  solution  of 
Poisson’s  equation  to  convergence,  by  successive  substi¬ 
tution.  For  diis  purpose,  Poisson’s  equation  is  written  in  the 
form: 

{dle(x)d(Ay)ldxydx)-  +  e*(dp/dF)AP' 

-  - {3Ie(x)aK/dx]/ax}* - e>lp(x. x) - p,(x)r.  (All) 

with  F*-!- A  F*.  where  n  is  the  iteration  number.  The 

second  term  on  the  left  hand  side  of  equation  (All)  serves 
to  acederate  convergence  of  the  iteration,  wherto  3p/fiF  is 
evaluated  at  X  cither  numerically  from  previous  iterations  or 
analytically  as  dp/dF  —  — p(x, xyk^T,  for  Bohanaim  stat¬ 
istics.  A  S^fwint  centered  finite  ditoetioe  approximation  to 
(All)  results  in  a  tridiagonal  system  of  algebraic  equatioiis 
that  can  be  solved  easily  and  cffictotly  for  AF,  wfato  is  the 
increment  in  F  between  iterations. 

The  first  step  of  the  iteration  procedure  oonsitls 
assmning  a  dtoibutioR  for  the  sdf  oonsisteat  potential 
(typically,  aero  everyudiete)  and  solving  the  density  matrix 
equation  to  obtain  the  density  distribution.  Baaed  on  the 
computed  density,  Poisson’t  equation  (All)  is  solved  to 
update  the  sdf  consistent  potential  distribution.  For  the 
comptttationt  of  this  paper,  the  analytical  expression  for 
dp/dF  was  utiliaed.  For  cases  where  dp/dF  is  computed 
numerically,  several  iterations  (typically,  four  or  five)  ate 
required  bdott  a  rdiable  estimate  for  tte  gradient  can  be 
computed.  During  these  initial  iterations,  the  second  term 
in  equation  (All)  is  replaced  by  a  term  of  the  form 
— (<(x)A  F/(At  {Ax  }^)]  (Ax  is  the  mesh  spacing.  At  as  50)  for 
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oonversenoe.  This  term  could  be  utilized  for  all  iterations, 
but  convetfeaoe  is  not  rapid.  Solution  to  Poisson's  equation 
it  used  to  update  the  aetf  consistent  potential  based  upon 
which  the  density  matrix  equation  is  solved  acain.  The 
iteratioiis  are  repeated  until  the  density  and  potential  distri¬ 
butions  converge  to  the  self  consistent  solution.  For  the 
computations  presmted  here,  six  orders  of  residual  re¬ 
duction  was  obtained  in  less  than  10  iterations. 


APPENDIX  B 

Rebtiom  of  Results  to  the  Wigner  Fotmubtion 

The  connection  between  the  density  matrix  in  the  coordi¬ 
nate  representation  and  the  Wigner  function  is  through  the 
We^t^  transformations  with  nonnalizations  pecu^  to 
the  problem  of  interest  For.  the  density  matrix: 

p(*-)-(.a-C)-2(l/(2a*)l’ 

xj"  <l*P/.(P.*)e*P(21p  •{/*].  (Bl) 

where  the  factor  of  2  accounts  for  the  fact  that  each 
momentum  state  can  hold  two  electrons.  The  inverse  trans¬ 
formation  is: 

/,(P.w)-2’/2j“  d>Cp(x  +  {.x-C)exp(-2ip  C/H  (B2) 

where  the  factor  2’  is  a  consequence  of  the  definition  of  the 
nonlocal  coordinate  (see  eqn  (7)].  In  this  transformatimi  it 
is  asserted  that  the  Wigner  function  and  all  necessary 
derivatives  with  respect  to  momentum  vanish  as  ±  oo. 
Note;  (a)  p(x,x)«[l/(2all)pj“,d’p/,(p,  w);  (b)  substi¬ 
tution  of  eqn  (12)  into  eqn  (B2)  yields  the  results: 
/,  -  exp(-^  {(p»/2m)  +  F(jc)  -  £^}I. 

The  fFigiier  equatUm  including  FP  scattering,  as  discussed 
by  Strotcio(18]  is: 

dfldt-i-{plm)dfldx 

/*+«  r*m 

+(l/i»)(l/2a*)J  dp'J  dx'/Kp'.x) 

X  [V(x,  I)  -  y(x\  i)lexp(i(p -pyc'lh] 
-(l/T)div,(fi/]  +  2Vpy,  (B3) 

where,  as  in  the  main  text,  all  spatial  variations  ate  along 
the  X  direction,  Boltzmaim  statistics  apply,  and  monKntum 
variations  in  all  three  dimensioiis  are  allowed.  The  oo> 
efficients  T  and  5  ate  chosen  as  in  the  density  matrix  studies. 
For  tranqtort  in  oik  qMce  dimension  it  is  direct  to  demon¬ 
strate  that  the  integral  in  eqn  (B3)  reduces  in  the  dissical 
case  to  {dVldx)idfldp).  To  second  order  in  A,  the  Wigner 
equation: 

d/ldt  +  (pImWISx  -  dVjBxdftdp 

-F  (h*P4Ha*Vldx*)dYldp*  -  (l/t)div,|ij/]  +  SV*/.  (B4) 

The  left  hand  side  of  eqn  (B2)  hat  been  discussed  in  (1,^ 
Application  ofthe  transformation,  eqn  (Bl),yieldt  eqn  (1 1). 

In  the  absence  of  diss^tion  the  approximate  Wigner 
distribution  fimction  to  second  order  in  A  is  (Wignet(3],  tee, 
e-g.  eqn  (25)]: 

/,  -  exp  -  +  F(x)J{l  - 

X  ^a^v/ax^ - p(aviaxm)  -  p{p^i3m)a^viax^}  (bs) 


which  upon  applicatioo  of  eqn  (Bl)  yields  the  equation 
following  eqn  (22). 

The  relation  between  the  density  matrix  and  the  Wigner 
function  exteitds  to  observables,  permitting  a  coixxse  defi¬ 
nition  of  the  associated  matrices.  Defining  current  dertstty, 
energy  density  and  third  moment  matrkies  respectively,  as: 

j(x-K,x-C)-2tl/(2aA)J’ 

xj  d'p(p/m)f.(p,x)exp(2i>  {/A]  (B6) 
£(x+(,x-()-2ll/(2aA)p 

X  j*  d*p(p-p/2m)r.(p,x)expl2ip  (/A)  (B7) 
P«l(x-K,x-0-2Il/(2aA)|* 


p)K.(^x)expl2jp  C/AL  (B8) 


it  is  direct  to  demonstraK  the  validity  of  eqns  (9b)  and  (9c). 
The  derivative  definition  of  the  third  moment  (tee  discumion 
following  eqn  (29cH  follow  directly  from  the  above.  Note; 
If  the  distribution  fimction  in  eqn  (Bl)  is  for  zero  current, 
and  a  finite  current  function  is  obtained  from /.(p  ~Pb,x), 
then  dm  zero  current  and  finite  current  density  matrix  are 
rdated  as  eqn  (28). 


APPENDK  C 

Pure  State  Results  and  a  Comparison  to  lafrate, 
Grubin  and  Ferry[8J 

The  pure  state  results  for  current,  energy  density  aixl  third 
moment  may  be  obtained  as  follows.  Express  the  wave 
function  as  P(x,  I)  >  p(x,  f)''’exp  i9(x,  i),  with  p(x,  ()  ■> 
haoiax.  Then  Sdirodinger't  equation, 

~(h*l2m)a*9 tax*  •¥  y(x^l)T,  which  is  complex  is  rewrit¬ 
ten  as  two  teal  partial  diffiireatial  equations: 

dpiat  +  ,  *>0  (Cl) 

d{pp)iat + 23Ep.,.-,.,^/3x  +  pay/ax  -  o,  (C2) 

where 

fp.  ^  ^  jtx  i\motx.t\B/m  (C3) 

«(*.<W~*w-*-[F’/2«-('‘’/8«)aHli>p)/axV  (C4) 

While  the  content  of  Sduodinger's  equation  is  contained  in 
eqns  (Cl)  and  (C2),  an  expression  for  the  time  dependence 
of  the  energy  may  be  obtained  throng  the  time  derivative 
of  eqn  (C4)  and  judicious  use  of  eqns  (Cl)  and  (C2).  We 
find,  with: 

~lP*-(h*mipaHfnp)iax^+a^piajP}]p  (cs) 

aEmu^iat + (iPm*)ap^fu»^ax 

+  (pplm)dyiax  —  0.  (06) 

Note  the  differences  between  the  pure  state  definitions 
(eqns  (C3).  (C4),  and  (CS)).  and  that  of  eqns  (29).  For 
the  pure  state:  there  is  the  absence  of  a  temperature  depen¬ 
dence,  the  factor  of  3  is  absent,  and  then  is  a  oelodty 
correction. 


